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Welcome


Find here notes and guides about ioChem-BD platform, how to use it and eventually, how to install it.

Don’t hesitate contacting us at contact@iochem-bd.org if you need further information.




Please consider reading some papers regarding this platform and other related topics:


Álvarez-Moreno, M., de Graaf, C., López, N., Maseras, F., Poblet, J. M., Bo, C.

Managing the Computational Chemistry Big Data Problem: The ioChem-BD Platform.

J. Chem. Inf. Model, 55, 1, 95-103 (2015). https://doi.org/10.1021/ci500593j




Bo, C., Maseras, F. & López, N.

The role of computational results databases in accelerating the discovery of catalysts.

Nat Catal 1, 809–810 (2018). https://doi.org/10.1038/s41929-018-0176-4







About

ioChem-BD relies in an unique software platform which is builded in a modular way to satisfy all the needs: data creation and curation, publishing, storage, indexing data and search engine services.


The main node of the network runs the Find module [https://www.iochem-bd.org], which acts as central server and is feed by any new data published in the repositories.

The Find module provides a fast chemical-aware search engine open public service and is hosted at the Barcelona Supercomputer Center (BSC). Also, the first public-access node [https://iochem-bd.bsc.es] is provided by BSC.



Other ioChem-BD modules automatize relevant data-extracting processes and transforms raw numerical data into labeled data in a database. It provides the researcher with tools for validating, enriching, publishing and sharing information, as well as tools to access, post-process and visualize data.

Users include computational chemistry research groups worldwide, university libraries and related services, and high performance supercomputer centers.
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ioChem-BD function overview diagram




Modular architecture

The services available in the repository are actually provided by different modules: Create, Browse and Find. Each one has different objectives in managing chemistry digital assets, and they both complement each other. While there exists one only Find, there are as many Create/Browse modules as nodes in the network.


Create module

This web service is intended for use in private manner. It is fed with user files uploaded via a web browser or from any box running a Linux shell client, see Uploading Content into Create page.

Features:



	Private interface, content accessed by user permission only


	Productivity-oriented GUI designed using the zKoss framework


	Automated document, data graph/chart generation: PDF files of supporting information reports, reaction energy profiles, etc…


	Search by keywords and administrative metadata


	Compact and intuitive design


	Publish user selected data to the companion Browse module








The data is structured inside this module using projects and calculations, like folders and files inside a file system.

Each calculation has to be enclosed inside a project, and a project can be on the root or enclosed inside another project as a subproject.

Data organization is totally left to the user’s own criteria.





Browse module


This web service is intended for public access. It is fed with projects and calculations published from the Create module.

The Browse module uses entities such are Community, Collection and Item to organize the information:





	Communities are the basis of hierarchy organization


	Collections are the end point where to publish elements


	Items are viewable digital assets. An item can be made of a single or a group of files, all of them related to the same calculation:



	input and output files,


	graphics,


	associated documents,


	and more…














We can make a direct correspondence of elements between Create and Browse organizational elements:







	Create entity

	Browse entity





	-

	Community



	Project

	Collection



	Calculation

	Item






It is up to ioChem-BD’s system administrator to generate users, groups and communities where to publish content. Collections and items are automatically generated during the process of publication from the Create module.






Topics inside this documentation


Links


	Go back to ioChem-BD central [https://www.iochem-bd.org]






User guide


	Create module walktrough

	Uploading content into Create

	Publish a dataset into Browse

	Generating reports

	Video tutorials






Installation guide


	System requirements

	Steps prior installation

	Installation procedure

	Creating users and groups

	Publishing endpoints definition

	Post-installation steps

	Advanced system configuration






FAQ


	General usage
	How do I reset my password?

	Publication fails with: ' There has been an error retrieving Browse collection structure'...

	Can't login with the shell client





	Administration
	Add a new administrator user

	Update platform

	Configure email service

	Set upload limits





	Errors
	A ‘User Email is required’ error page appears after login










Data conversion


	How to use this help?

	Feature matrix

	From chemical codes to CML

	From CML to HTML5 report

	Conversion test dataset








          

      

      

    

  

    
      
          
            
  
Create module walkthrough

The Create module is a single-page web application aimed at managing input and output files from computational chemistry research work, and to generate derived content from it. Create allows uploading, organizing, visualizing and curing your data, and share it with your project mates.


[image: Create module main page]

Create module main page



The window is composed of three frames, some with several tabs:



	Navigation / Search / Reports frame


	Item Actions frame


	Item Details frame








[image: Frame composition]

Frame composition




The default operation flow within the  Create module starts by navigating/browsing user-uploaded content in the Navigation frame and selecting one of them to display its content.

When any Item is selected, both the Item Actions frame and the Item Details frame get actualized and display additional data.



Multiple element selection is allowed, this is normally associated to global operations, such for instance when publishing a project, or when generating reports.
Multiple element selection also disables Item Actions and Item Details frames.


Navigation frame


This frame is the entry point of all managing functionalities of the Create module.

Three tabs allow us to select the current operative mode:





	Navigation


	Search


	Reports







To switch between modes, the user only has to click on each tab:


[image: Mode switch tabs]

Mode switch tabs




Navigation/Edition mode

The Navigation tab will display a navigation tree composed of nodes and leaves. From now on we will call it our workspace.


[image: Project and calculation navigation tree]

Project and calculation navigation tree




Each node represents what we call a project. This is just a container element, like a folder, and can contain other subprojects or simply a set of single calculations, which are the basic element of your data.

A calculation usually contains input files, CML converted output files, additional files, etc …

The Navigation frame is the place to gather projects and calculations and organize your data sets in the way you want to eventually publish them.




We can easily recognize projects inside the workspace by looking at the Type column as they are labeled as PRO. Another way to recognize them (when they contain child elements) is by a small arrow next to their name. When clicking on it, the project’s content will expand or collapse.




Calculations are the leafs in the hierarchy tree, ending points where nothing can hang from them. A calculation item represents all data associated to a single calculation, which comes straight from the output of computational chemistry packages. By selecting a calculation, both the Item Actions frame and the Item Details frame get actualized to display additional data.




On calculations, the Type column contains the abbreviation of the original software package used:





	ADF: Calculation generated with Amsterdam Density functional [https://www.scm.com/] software package


	AMB: Calculation generated with Amber [http://ambermd.org/] software package


	GAU: Calculation generated with Gaussian [http://www.gaussian.com/] software package


	GMC: Calculation generated with GROMACS [http://www.gromacs.org/] software package


	GRO: Calculation generated with GronOR [http://gronor.org/] software package


	MOL: Calculation generated with Molcas [https://www.molcas.org/] software package


	MOP: Calculation generated with Mopac [http://openmopac.net/] software package


	ORC: Calculation generated with Orca [https://orcaforum.kofo.mpg.de/app.php/portal] software package


	QEX: Calculation generated with QuantumESPRESSO [https://www.quantum-espresso.org] software package


	TML: Calculation generated with Turbomole [http://www.turbomole.com/] software package


	VSP: Calculation generated with Vienna Ab initio Simulation Package [https://www.vasp.at/] software package







This list will increase as more calculations types are implemented.


Other interesting columns that are worth explaning are:





	Description: Text about the project/calculation (special symbols are allowed).


	Status: Current element status. Possible values: created/published.


	Handle: Unique identifier of each published element, which can be accessed from the Browse module (please read section Publishing Calculations into Browse)


	Published flag: Check mark indicating if the element is published







There is a context menu to help you with the repetitive actions. You have to first select any element in the workspace with the left click and then right click on it to see its available options in the context menu.


[image: Element context menu]

Element context menu



Read the Publishing Calculations section or the Generate reports section to learn how to proceed further.



Search mode

The Search tab will display a form where the user can query all uploaded projects/calculations. Multiple filters are available to refine queries. Currently, it only filters by administrative metadata:



	Name and description of the element, partial text matching search.


	Type of the element (calculation software type)


	Path, starting path to search for, see more at path definition section


	User who created the element and group of users that element belongs to


	Access permissions assigned to element


	Creation and modification dates


	Current element state








Important

Note that by enriching the Description field with meaningful information will allow you to look for those concepts when performing a search.




[image: Multiple field search form]

Multiple field search form



After setting the search parameters you whish, click the Search button to perform a query. A list of results will appear.


[image: Search results list]

Search results list



We can click on any listed element to display its particular Item actions and details. To perform a new query, the Reset search button will clean the form and will bring you back to Search form.



Report mode

This tab activates advanced operatives to process sets of calculations. This mode is fully reported in the Generating reports page. Please check it.




Item Actions frame


This part of Create is in charge of displaying all actions related to a selected element in the Navigation/Search frames. Projects do not have any specific action associated. By selecting a project, it will display the initial news page.

Calculations have the following actions, which are accessible in the tabs of this frame:





	3D structure


	View results


	Download


	RAW CML








3D structure


This action displays the molecular structure or simulation cell. In the case of geometry optimization runs, it will show the final geometry.

In the case of NEB calculations run with VASP, a special tab will allow visualizing all the points.

We use JSmol (Javascript version of Jmol) to display such structures (and their cells in the case of periodic systems). Common JSmol operations:





	Hold left click + drag = Rotate molecule


	Central button scroll = Zoom in / out


	Hold Shift + double click + drag = Translate molecule


	Right click = Display JSmol options menu








[image: JSmol molecule visualization]

JSmol molecule visualization





View Results

Some results of the output file uploaded to ioChem-BD are translated into CML (Chemical Markup Language), an XML language oriented to chemistry. Such markup language allows easy further conversion into any existing format, such as an HTML5 report, a PDF file, or a JSON file.


	Selected data is visualized, normally organized by content:

	
	General info: Contains calculation administrative and descriptive metadata such is: user name, calculation type, methods used, …


	Settings: (VASP only), most relevant INCAR settings.


	Atom info: Atom type, coordinates and basis used. Eventually cell parameters, lattice vectors and atom valence.


	Molecular info: Implicit Solvation parameters, charge and multiplicity


	Job: Its content varies depending on the quantum chemistry package used to generate the calculation (ADF software generates different output fields than VASP, for example). For calculations with multiple jobs this section will appear more than once.








There is an exhaustive description on which fields are captured and how they are visualized. Please refer to Conversion template reference
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HTML report





Download

This action allows downloading calculation files to your local filesystem.


[image: Download files form]

Download files form





RAW view

This action displays calculation files content inside a text area. On large files, it will start to download the file instead of displaying it.


[image: View original files form]

View original files form






Item Details frame

Any project or calculation selected in our workspace will immediately refresh this form, displaying its administrative metadata. Some fields are modifiable f. ex. name, description, owner group, assigned permissions. Other fields are fixed like owner user or creation date.


In the lower area of this frame three buttons provide important actions:





	Create project : Generates a project in the current path using the values in the form


	Modify : Replaces stored values for the selected element with values in the form


	Delete : Deletes selected element.








[image: Item details frame with operation buttons]

Item details frame with operation buttons




Upload bar

On the bottom area of this frame there is an empty space. It is left blank intentionally to fit the upload bar. This bar will only appear while uploading calculations via the web interface, showing the progress of the uploading step..


[image: Upload bar after a single upload]

Upload bar after a single upload








          

      

      

    

  

    
      
          
            
  
Uploading content

There are two ways to upload content into the repository through the Create module:


	using the Create web interface


	using the Linux shell client










          

      

      

    

  

    
      
          
            
  
Upload content using the Create web interface


Paths

Any element within the Create module has an associated path to define its location in our filesystem structure. You can be discover it by looking at the top of the Item Details form:


[image: Element current path]

Element current path



Paths work the same way as standard OS folder/file paths, so you can navigate them up/down and inside/out. All paths start with a fixed string that contains the Username: /db/username. This is defined as the root of your path, so you can create the projects you need from here.


Important

Calculations are not allowed to be uploaded in the root path directly. Calculations must be held inside a project.





Creating a project

Projects created in the root path are be called root projects. To create any, you must first clear the current path by clicking the Refresh button (find it on top on the Navigation Frame).


[image: Refresh and reset path button]

Refresh and reset path button



With the current path cleared and set it to root path, you can start filling in the project details on the Item Details frame. Project name and description fields are mandatory.


Important

No symbol characters can be used in the project name (as they are not allowed either in directory names inside current OS).




[image: Create project form, check root path on top]

Create project form, check root path on top



When you are ready editing, then you must click on Create project button. Navigation Frame will refresh the workspace and your project will appear in the project hierarchy.

To create subprojects inside an existing project, you need to click on that project and replace its name and description in the Item Details frame. Then you click Create project and a new one will be generated inside the selected parent project.



Calculation upload

To upload a calculation into a project you have to first click on that project. Then the Create web interface upper right panel will display a form where you can fill in the calculation name, its description etc.


[image: Calculation upload form]

Calculation upload form




Important

The Name field must not contain blank spaces or special characters like \*@[]. otherwise it will be normalized to an underscore symbol.




Important

Some specific calculations will require to upload the files in a certain order and/or append specific files in order to work properly, please refer the shell automated scripts section for an extended desciption.



Then you have to select the specific format for file upload, which vary depending on the calculation type.


[image: Calculation type selection]

Calculation type selection




Additional files can be attached; this is the case of the Additional file button. Such special option will display a form from where you can upload multiple files, add images, PDF files, and more.

Here is an example of this kind of form.




[image: Multiple file upload form]

Multiple file upload form




Note

If you upload multiple files with the same name, the Create module will rename them using a numeric code, for example if you attach two geometry.txt files, the second one will be renamed as geometry_2.txt.




Now you can click on the Load Calculation button to start uploading your calculation.

A progress bar will appear in the lowest bottom right panel. Bear in mind that conveting and digesting big files can take while.




[image: Upload queue status]

Upload queue status




The progress bar will also display errors that migh occur during file upload.

You can click on the warning icon to display a longer explanation about the upload failure (keep it and it send it to us, please).



When all of your calculations are uploaded, you can click the Refresh button on the Simple Navigation tab to refresh its content. Then, you can navigate throughout your newly uploaded data.





          

      

      

    

  

    
      
          
            
  
Shell client

The ioChem-BD shell client is intented to be deployed into a Linux box, where your calculations are generated and reside, or on any *nix machine where calculations are visible.

First we need to download the shell client into that box. To do so, you will first login in your Create Module, then click on Options in upper right menu bar and finally select Download shell client.


[image: Options menu bar]

Options menu bar



The Create module will generate a .zip bundle with all files. Decompress it using a command like:

$ unzip shell.zip





After deflating this file you have to add executing rights to the start-rep-shell command and secure the properties file.

$ cd shell
$ chmod +x start-rep-shell
$ chmod 700 ./resources/resources.properties





The next step is to connect to the Create module via our Linux shell client. Call the start-rep-shell script.


Important

The call has to be made using the source command so to affect the current shell and to add our set of specific shell commands.



$ source start-rep-shell





Or its abreviatted form:

$ . start-rep-shell





If it is the first time we login or the server has been restarted, it will request our password to login and store the session cookie:

$ . start-rep-shell
Could not retrieve latest session cookie, please login again.
Username: sampleuser@ns-mail7.com
Password (empty to quit):

$ (start using shell commands...)





Once validated, the session cookie is stored and further uses won’t require user to login.

More infornation: Shell commands







          

      

      

    

  

    
      
          
            
  
Shell commands

All commands described here allow -h parameter that will display a help message containing a wider description of its usage.


Warning

It is not allowed to upload calculations to the base path (/db/username), you must always upload calculations into a project.




Warning

Two calculations with the same name and in the same project are not allowed, otherwise upload process will fail.




Basic parameters







	Command

	Description





	source start-rep-shell

	Connect to repository



	lspro

	List current path contents



	pwdpro

	Print current path (similar to pwd)



	exit-rep

	Disconnect from repository







Project related commands







	Command

	Description





	catpro

	Display project information



	cdpro

	Change to project



	cpro

	Create a new project



	mpro

	Modify a project



	dpro

	Delete a project



	findpro

	Find project by it’s name (regex allowed)








Calculation related commands







	Command

	Description





	viewcalc

	View calculation information



	mcalc

	Modify a calculation



	dcalc

	Delete calculation from repository



	Calculation type specific commands

	


	loadadf

	Load ADF calculation



	loadams

	Load AMS calculation



	loadamber

	Load Amber calculation



	loadcastep

	Load CASTEP calculation



	loadgauss

	Load Gaussian calculation



	loadgromacs

	Load GROMACS calculation



	loadgronor

	Load GronOR calculation



	loadgrrm

	Load GRRM calculation



	loadlammps

	Load LAMMPS calculation



	loadmolcas

	Load Molcas calculation



	loadmopac

	Load Mopac calculation



	loadorca

	Load Orca calculation



	loadqespresso

	Load QuantumESPRESSO calculation



	loadturbo

	Load Turbomole calculation



	loadsiesta

	Load SIESTA calculation



	loadvasp

	Load Vasp calculation















Basic parameters explained


start-rep-shell

Used to connect to the repository, it must be always preceded by source or . (dot), otherwise neither connection nor commands will work.


Examples:

$ source start-rep-shell   #Connect to repository using long format
$ . start-rep-shell        #Connect to repository using short format








lspro

Displays content of current path: projects and calculations. Otherwise we can define a path to list its content.







	Parameters

	Description





	-n path

	Relative or absolute path project (optional)



	-f

	Display long format in listing (optional)



	-o order

	Order by. Possible values:



	n->name,


	o->owner,


	g ->groupt->time,


	c->concept,


	s->state














Examples:

$ lspro                               #Sample listing in current path
$ lspro -n /db/username/hexenol       #Lists by name the content of hexenol project (absolute path)
$ lspro -o Sc2C82                     #Lists by owner the content of hexenol project (relative to current path)














pwdpro

Displays the current path, similar to pwd (print working directory) but lists current position inside the project’s hierarchy.


Examples:

$ pwdpro      #Prints current path














exit-rep

Disconnects from the repository and ends current session. All repository commands are disabled after this command is executed.


Examples:

$ exit-rep     #Disconnects from repository















Project related commands


catpro

Displays project information.







	Parameters

	Description





	-n path

	Relative or absolute project path (mandatory)







Examples:

$ catpro -n hexenol                 # Prints project information using relative path
$ catpro -n /db/username/hexenol    # Print project information using absolute path














cdpro

Changes path by navigating to parent / child project or an absolute path.







	Parameters

	Description





	-n path

	Relative or absolute project path (mandatory except on ..)







Examples:

$ cdpro ..                               # Changes path to parent project
$ cdpro -n metanol                       # Navigates to child project called metanol
$ cdpro -n /db/username/metanol/freq     #Navigates to project using full path














cpro

Creates new project in current path. If name or description parameters contains blank spaces, they must be enclosed in double quotes.







	Parameters

	Description





	-n

	Name of the project (mandatory)



	-d

	Description of the project (mandatory)



	-cg

	Concept Group of the project (optional)







Examples:

$ cpro -n metanol -d metanol                 # Creates metanol project with metanol description
$ cpro -n metanol -d metanol -cg FRQ         # Creates project with description and concept group
$ cpro -n metanol -d  "This is the metanol project description"  # Creates metanol project with a long description














mpro

Modifies the selected project properties, name, description or even moves it to another project (as a nested project).







	Parameters

	Description





	-n path

	Relative or absolute project path (mandatory)



	-p permissions

	Permissions of the project. Ex: ‘rw—-’ (optional)



	-o owner

	Owner of the project (optional)



	-g group

	Group owner of the project (optional)



	-cg concept_group

	Concept Group of the project (optional)



	-nn name

	New Name of the project (optional)



	-np path

	New Parent project (absolute path) (optional)



	-d description

	Description of the project (optional)







Examples:

$ mpro -n /db/username/hexenol -nn hexenolMod             # Replaces project name by hexenolMod
$ mpro -n /db/username/hexenol -np /db/user/alcohols      # Moves selected project to another parent project
$ mpro -n /db/username/hexenol -d "Replaced description"  # Replaces description on selected project














dpro

Deletes a project by defining its path, all child projects and calculations will also be removed from Create.







	Parameters

	Description





	-n path

	Relative or absolute project path (mandatory)







Examples:

$ dpro -n metanol                          # Deletes metanol project using relative path, our path must be at the level of this project
$ dpro -n /db/username/alcohols/metanol    # Deletes metanol project using absolute path, current path position is not relevant here














findpro

Find project by it’s name (regex allowed)







	Parameters

	Description





	-n name

	Regular expression to find in the name field of project (optional)



	-d description

	Regular expression to find in the description field of project (optional)



	-p path

	Regular expression to find in the path field of project (optional)







Examples:

$ findpro -n metan*            # Finds projects which name match regular expression metan*
$ findpro -d "alco*"           # Finds projects which description match regular expression alco*















Calculation related commands


viewcalc

This comands displays the most relevant information about a calculation and retrieves its files.







	Parameters

	Description





	-n path

	Relative or absolute project path (mandatory)



	-f [filename]

	Download single calculation file, all if filename not specified. Requires -dcp parameter. (optional)



	-dcp path

	Full path where to store the files. It is mandatory to set also -f parameter. (optional)







Examples:

$ viewcalc -n calc1                      # Display calculation on current project with name calc1
$ viewcalc -n /db/user1/project/calc1    # Display calculation providing is fullpath
$ viewcalc -n calc1 -f output.cml -dcp /home/user/tmp/calc1  # Display calculation information and store output.cml file on the provided folder
$ viewcalc -n calc1 -f -dcp /home/user/tmp/calc1  # Display calculation information and store its files on the provided folder














mcalc

Modifies the selected calculation properties, name, description or even moves it to another project.







	Parameters

	Description





	-n path

	Relative or absolute calculation path (mandatory)



	-nn name

	New Name of the calculation (optional)



	-np path

	New Parent project (absolute path) (optional)



	-d description

	New description of the calculation (optional)







Examples:

$ mcalc -n /db/user/metOH-oxidation/freq1 -nn freq2                  # Replaces calculation name by freq2
$ mcalc -n /db/user/metOH-oxidation/freq1 -np /db/user/alcohols      # Moves selected calculation to another project
$ mcalc -n /db/user/metOH-oxidation/freq1 -d "Another description"   # Replaces description on selected calculation














dcalc

This comands deletes a calculation given its name.







	Parameters

	Description





	-n path

	Relative or absolute calculation path (mandatory)






Using full calculation path:

$ dcalc -n  /db/user/metOH-oxidation/freq1    #Will delete calculation freq1 inside metOH-oxidation project





Navigating to parent project and using calculation name:

$ cdpro metOH-oxidation             #Move to parent project
$ dcalc -n freq1                    #Will delete calculation freq1











There is a group of helper Linux scripts that simplify the process of uploading calculations:







	Script

	Function





	loadadf

	Upload ADF calculation



	loadams

	Upload AMS calculation



	loadamber

	Upload Amber calculation



	loadcastep

	Upload CASTEP calculation



	loadgauss

	Upload Gaussian calculation



	loadgromacs

	Upload GROMACS calculation



	loadgronor

	Upload GronOR calculation



	loadlammps

	Upload LAMMPS calculation



	loadmolcas

	Upload Molcas calculation



	loadmopac

	Upload Mopac calculation



	loadorca

	Upload Orca calculation



	loadqespresso

	Upload QuantumEspresso calculation



	loadturbo

	Upload Turbomole calculation



	loadsiesta

	Upload SIESTA calculation



	loadvasp

	Upload Vasp calculations (Nudge Elastic Band and Dimmer are also included)











          

      

      

    

  

    
      
          
            
  
Shell automated scripts

All ioChem-BD shell client commands can be shell-scripted to ease upload files into the Create Module in an automated way. Find herein few helper scripts that will assist you when uploading calculations. By using scripts, uploading data automaticly is just a trivial exercise.

All our shell commands are contained within the shell client, which is downloadable from your Create web page. Feel free to customize these scripts to fit your needs, or turn them into new ones. Set the -v parameter (verbose) on these scripts to display more information about each script mechanism.


Per file type


	loadadf


	loadams


	loadamber


	loadcastep


	loadgauss


	loadgromacs


	loadgronor


	loadgrrm


	loadlammps


	loadmolcas


	loadmopac


	loadorca


	
	loadqespresso

	
	Absorption spectra calculations


	Band structure calculations


	Projected DOS calculations


	Phonon dispersion calculations


	Phonon DOS calculations










	loadturbo


	loadsiesta


	
	loadvasp

	
	neb calculations


	dim calculations













loadadf

Loads an ADF calculation into the Create module (until AMS2020).







	Parameters

	Description





	-i filename

	Input file, if not defined will use script defined name



	-o filename

	Output file, if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameters -i and -o are not set, this script will look for input.in and output.out files. If that info is missing, the upload process will be aborted. If you wish to use another naming convention just edit the loadadf script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.in"
OUTPUT_DEFAULT_FILENAME="output.out"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

Upload calculation a-pw12 using a-pw12.opt.in and a-pw12.opt.out files

$ loadadf -i a-pw12.opt.in -o a-pw12.opt.out -n "a-pw12" -d "Optimization a-pw12"





Upload calculation named metane using me-mp2.in and me-mp2.out files; name and description are picked from the parent folder name.

$ pwd
/home/user/Desktop/methane
$ loadadf -i me-mp2.in -o me-mo2.out





Upload calculation named a-pw12.opt and attach additional file report.pdf

$ loadadf -i a-pw12.opt.in -o a-pw12.opt.out -a report.pdf -n a-pw12.opt -d "Optimization a-pw12"





Upload calculation and automatically build its parent folder. calculation name and description will be same as parent folder

$ loadadf -i irc_ts2_09.in -o irc_ts2_09.out --auto








loadams

Loads an AMS ADF calculation into the Create module (since AMS2020).







	Parameters

	Description





	-i filename

	Input file, if not defined will use script defined name



	-rkf1 filename

	ams.rkf binary file, if not defined will use script defined name



	-rkf2 filename

	adf.rkf binary file, if not defined will use script defined name



	-o filename

	Output file, if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameters -i, -rkf1, -rkf2 and -o are not set, this script will look for input.in, ams.rkf, adf.rkf and output.out files. If that info is missing, the upload process will be aborted. If you wish to use another naming convention just edit the loadams script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.in"
OUTPUT_DEFAULT_FILENAME="output.out"
AMS_DEFAULT_FILENAME="ams.rkf"
ADF_DEFAULT_FILENAME="adf.rkf"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

Upload calculation a-pw12 with its files:

$ loadams -i a-pw12.opt.in -o a-pw12.opt.out -rkf1 Test.results/ams.rkf -rkf2 Test.results/adf.rkf -n "a-pw12" -d "Optimization a-pw12"





Upload calculation named a-pw12.opt and attach additional file report.pdf

$ loadams -i a-pw12.opt.in -o a-pw12.opt.out -rkf1 Test.results/ams.rkf -rkf2 Test.results/adf.rkf -a report.pdf -n a-pw12.opt -d "Optimization a-pw12"





Upload calculation and automatically build its parent folder. calculation name and description will be same as parent folder

$ loadams -i irc_ts2_09.in -o irc_ts2_09.out -rkf1 Test.results/ams.rkf -rkf2 Test.results/adf.rkf --auto








loadamber

Loads a Amber calculation into the Create module.







	Parameters

	Description





	-i filename

	Input file, if not defined will use script defined name



	-o filename

	Output file, if not defined will use script defined name



	-p filename

	Parameter/topology file specification (.prmtop), if not defined will use script defined name



	-ir filename

	Initial coordinates file (.inpcrd) or intial restart file (.ncrst) used, if not defined will use script defined name



	-r filename

	Final restart file (.ncrst), if not defined will use script defined name



	-t filename

	Trajectory file (.nc), if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameters -i, -o, -p, -ir, -r and/or -t are not set, this script will look for input.in, output.out, topology.prmtop, coords.inpcrd,  restartnc.ncrst and trajectory.nc files.
If that info is missing, the upload process will be aborted. If you wish to use another naming convention just edit the loadamber script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.in"
OUTPUT_DEFAULT_FILENAME="output.out"
TOPOLOGY_DEFAULT_FILENAME="topology.prmtop"
COORDINATES_DEFAULT_FILENAME="coords.inpcrd"
RESTART_DEFAULT_FILENAME="restartnc.ncrst"
TRAJECTORY_DEFAUL_FILENAME="trajectory.nc"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

This command will set upload calculation name and description equals to parent folder and upload all files that match by name.

$ loadamber





This command will upload all matching files in directory, set calculation name as “Au-CoO-H2O” and description as “Sample upload”.

$ loadamber -n Au-CoO-H2O -d "Sample upload"





This command will behave the same as previous one but will upload different files rather than default.

$ loadamber -n Au-CoO-H2O -d "Sample upload" -i step1.in -o step1.out -p Au-CoO-H2O.prmtop -ir Au-CoO-H2O.inpcrd -r Au-CoO-H2O.ncrst -t Au-CoO-H2O.nc








loadcastep

Loads a CASTEP calculation into the Create module.

More about the format capture restrictions on the following page.







	Parameters

	Description





	-i filename

	Input parameters file (.param), if not defined will use script defined name



	-o filename

	Output resume file (.castep), if not defined will use script defined name



	-oc filename

	Cell file (.cell), if not defined will use script defined name



	-xcd filename

	Graph file (.xcd), can be repeated to add multiple files (optional)



	-og filename

	Geometry steps file (.geom), it is mandatory only on geometry optimization calculations.



	-a filename

	Append additional file, can be repeated to add multiple files (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section






If parameters -i, -o and -oc are not set, this script will look for calc.param, calc.castep, calc.cell files.
If that files are missing, the upload process will be aborted.

If you wish to use another naming convention set the parameters to override default values or edit the loadcastep script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="calc.param"
OUTPUT_DEFAULT_FILENAME="calc.castep"
CELL_DEFAULT_FILENAME="calc.cell"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.

Additional files, like trajectories (.trj), can be attached to the uploaded calculation using the -a additional file parameter.


Examples

$ loadcastep





This command will set upload calculation name and description equals to parent folder and upload all required files if they match by name.

$ loadcastep -n Si_51688 -d "Sample upload"





This command will upload required matching files in directory, set calculation name as “Si_51688” and description as “Sample upload”.

$ loadcastep -n Si_51688 -d "Sample upload" -i Si_51688.param -o Si_51688.castep -oc Si_51688.cell -xcd Si_51688_Energies.xcd -xcd Si_51688_Convergence.xcd





This command will use different filenames and also upload two additional graph files.

$ loadcastep -n Si_51688 -d "Sample upload" -i Si_51688.param -o Si_51688.castep -oc Si_51688.cell -geom Si_51688.geom





This command will add the .geom file due to it’s an optimization calculation.

$ loadcastep -n Si_51688 -d "Sample upload" -i Si_51688.param -o Si_51688.castep -oc Si_51688.cell -a Si_51688.trj





This command will upload the calculation adding a trajectory file as an additional file.




loadgauss

Same parameters and functionalities than the loadadf script.


Important

It is advised to use #p flag in Gaussian calculations. Link information helps ioChem-BD to capture some more extra information such as basis sets used.





loadgromacs

Loads a GROMACS calculation into the Create module.







	Parameters

	Description





	-i filename

	Molecular dynamics parameters (.mdp) as the Input file, if not defined will use script defined name



	-o filename

	Logfile (.log) as the Output file, if not defined will use script defined name



	-oc filename

	Molecular structure in Gromos87 format. (.gro), if not defined will use script defined name



	-t filename

	Trajectory file (.xtc), if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameters -i, -o, -oc and/or -t are not set, this script will look for input.mdp, output.log, geometry.gro and trajectory.xtc files. If that info is missing, the upload process will be aborted. If you wish to use another naming convention just edit the loadgromacs script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.mdp"
OUTPUT_DEFAULT_FILENAME="output.log"
GEOMETRY_DEFAULT_FILENAME="geometry.gro"
TRAJECTORY_DEFAULT_FILENAME="trajectory.xtc"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

Upload calculation LIN24_LI192 using required files

$ loadgromacs -i npt.mdp -o LIN24_LI192.log -oc LIN24_LI192.gro -t  LIN24_LI192.xtc -n "LIN24_LI192" -d "LIN24 LI192 SOL25208 40000ps NPT 300K calculation"





Upload same calculation but name and description are picked from the parent folder name.

$ pwd
/home/user/Desktop/LIN24_LI192
$ loadgromacs -i npt.mdp -o LIN24_LI192.log -oc LIN24_LI192.gro -t  LIN24_LI192.xtc





Upload calculation and automatically build its parent folder. calculation name and description will be same as parent folder

$ loadgromacs -i npt.mdp -o LIN24_LI192.log -oc LIN24_LI192.gro -t  LIN24_LI192.xtc --auto








loadgronor

Loads an GronOR calculation into the Create module.







	Parameters

	Description





	-i filename

	Input file (optional)



	-o filename

	Output file in CML format, if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameter -o are not set, this script will look for output.out files. If that info is missing, the upload process will be aborted. If you wish to use another naming convention just edit the loadgronor script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
OUTPUT_DEFAULT_FILENAME="output.cml"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

This command will set upload calculation name and description equals to parent folder and upload all files that match by name.

$ loadgronor





This command will upload all matching files in directory, set calculation name as “Sc2C82” and description as “Sample upload”.

$ loadgronor -n Sc2C82 -d "Sample upload"





This command will behave the same as previous one but will upload different files rather than default.

$ loadgronor -n Sc2C82 -d "Sample upload" -i input2.in -o dimmer.cml








loadgrrm

Same parameters and functionalities than the loadadf script.


Important

Reaction path searches are not yet supported (AFIR, etc).





loadlammps

Loads a LAMMPS calculation into the Create module.

Read more about LAMMPS format capture restricitions on the following `page`_.







	Parameters

	Description





	-i filename

	User defined input file, if not provided will use script defined name



	-p filename

	Data file used on the read_data command, if not defined will use script defined name



	-o filename

	Output file, called by default log.lammps, if not defined will use script defined name



	-t filename

	Trajectory file, it can be compressed in .zip or .tar.gz, if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameters -i, -o, -p and/or -t are not set, this script will look for input.in, log.lammps, lammps.dat and trajectory.zip files.
If that info is missing, the upload process will be aborted. If you wish to use another naming convention just edit the loadlammps script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.in"
OUTPUT_DEFAULT_FILENAME="log.lammps"
DATAFILE_DEFAULT_FILENAME="lammps.dat"
TRAJECTORY_DEFAULT_FILENAME="trajectory.zip"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

Upload calculation LIN24_LI192 using required files

$ loadlammps -i lammps.lmp -p lammps.dat -o log.lammps -t trajectory.zip -n "LIN24_LI192" -d "LIN24 LI192 SOL25208 40000ps NPT 300K calculation"





Upload same calculation but name and description are picked from the parent folder name.

$ pwd
/home/user/Desktop/LIN24_LI192
$ loadlammps -i lammps.lmp -p lammps.dat -o log.lammps -t trajectory.zip





Upload calculation and automatically build its parent folder. calculation name and description will be same as parent folder

$ loadlammps -i lammps.lmp -p lammps.dat -o log.lammps -t trajectory.zip --auto








loadmolcas

Same parameters and functionalities than the loadadf script.



loadmopac

Same parameters and functionalities than the loadadf script.



loadqespresso

Loads a QuantumESPRESSO calculation into the Create module.

Options like -b, -dos, -pi or -.po are restricted to specificic calculation types described below.







	Parameters

	Description





	-i filename

	Input file, if not defined will use script defined name.



	-o filename

	Output file, if not defined will use script defined name.



	-as filename

	Absorption spectra data file, see Absorption spectra section below for further details (optional).



	-b filename

	Reordered band data file, see Band structure section below for further details (optional).



	-dos filename

	PDOS atom file(s) (optional).



	-pi filename

	Input used on the phonon matdyn.x tool, contains k-points and labels (optional).



	-po filename

	Output file containing the phonon frequencies. (optional)



	-a filename

	Append additional file (optional).



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name.



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name.



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameters -i and -o are not set, this script will look for input.in and output.out files. If any of that files don’t exist, the upload process will be aborted. If you wish to use another naming convention just edit the loadqespresso script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.in"
OUTPUT_DEFAULT_FILENAME="output.out"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

Upload calculation a-pw12 using a-pw12.opt.in and a-pw12.opt.in files

$ loadqespresso -i a-pw12.opt.in -o a-pw12.opt.out -n "a-pw12" -d "Optimization a-pw12"





Upload calculation named bencene using pw_scf.in and pw_scf.out files; name and description are picked from the parent folder name.

$ pwd
/home/user/Desktop/bencene
$ loadqespresso -i pw_scf.in -o pw_scf.out





Upload calculation and automatically build its parent folder. calculation name and description will be same as parent folder

$ loadqespresso -i irc_ts2_09.in -o irc_ts2_09.out --auto







Absorption spectra calculations

ioChem-BD can process and display absorption spectrum data coming from time-dependent density functional theory calculations (TDDFT).


[image: Absorption spectra plot]

Sample absorption spectra plot



The required file is generated by the combination of the following QuantumEspresso tools:


pw.x [http://www.quantum-espresso.org/Doc/INPUT_PW.html] -> turbo_lanczos.x [https://www.quantum-espresso.org/Doc/INPUT_Lanczos.html] -> turbo_spectrum.x [https://www.quantum-espresso.org/Doc/INPUT_Spectrum.html]

SCF -> TDDF calculation -> Spectrum creation




Once the spectrum data file is generated, it can be uploaded along with the calculation using the -as parameter.


Example

Upload calculation named a-pw12.opt and attach spectra file plot_chi.dat

$ loadqespresso -i pw_scf.in -o pw_scf.out -as plot_chi.dat -n a-pw12.opt -d "Bencene calculation"








Band structure calculations

ioChem-BD can process and display band dispersion data on its HTML report.


[image: Band structure]

Sample band structure plot



The following QuantumEspresso tool workflow will generate the required files:


pw.x [http://www.quantum-espresso.org/Doc/INPUT_PW.html] -> pw.x (bands) [https://www.quantum-espresso.org/Doc/INPUT_PW.html#idm37]  -> bands.x [https://www.quantum-espresso.org/Doc/INPUT_BANDS.html]

SCF -> Band path calculation -> Band dispersion calculation




Once the bands dispersion file is generated, it must be uploaded along with the calculation using the -b parameter. When having spin up/down band files, please provide two -b parameters, being the spin up band file the first and the down file the second.

The provided input file must be the band path calculation file from 2nd step, which contains kpoint band path.

The provided output files must be the SCF output file from the 1st step and the band path calculation file from 2nd step, so two -o parameters should be provided, the order must be kept the same as described here.


Important

The first output file (SCF) is optional but if not provided the generated graph won’t center its energies on fermi energy value.




Examples

Upload calculation named Ce_bands and attach band structure information file bands.out:

$ loadqespresso -i ce_nscf.in -o ce_scf.out -o ce_nscf.out -b bands.out -n Ce_bands -d "Bands for Ce atom"





Same calculation but with spin up/down band files:

$ loadqespresso -i ce_nscf.in -o ce_scf.out -o ce_nscf.out -b bands_up.out -b bands_down.out -n Ce_bands -d "Bands for Ce atom"








Projected Density of States calculations

ioChem-BD can process and display the projected density of states information on its HTML report.


[image: Projected DOS graph]

PDOS plot per atom and orbital type, both spins



The following QuantumEspresso tool workflow will generate the required files:


pw.x [http://www.quantum-espresso.org/Doc/INPUT_PW.html] -> pw.x [http://www.quantum-espresso.org/Doc/INPUT_PW.html]  -> projwfc.x [https://www.quantum-espresso.org/Doc/INPUT_PROJWFC.html]

SCF -> NSCF -> Projects wavefunctions onto orthogonalized atomic wavefunctions.




We need first a self-consistent field calculation and then a non-self-consistent field calculation with denser k-points. Then we prepare the input file for the tool projwfc.x.

The tool generates all the PDOS values files following this naming template:

.*.pdos_atm#XXX(YYY)_wfc#AAA(BBB)





Being the first two parameters (in uppercase) the id and element symbol of the atom and the last two the id and number of the atomic orbital.

All the atom pdos files must be uploaded along with the calculation using the -dos parameter on each file, the totals dos file is not required because it is calculated from the individual values.

The provided output files must be the SCF output file from the 1st step and the NSCF output file from the 2nd step, so two -o parameters should be provided, the order must be kept the same as described here.


Important

Review the documentation section DATA CONVERSION -> From CML to HTML -> QuantumEspresso to check the used file format.




Example

Upload calculation named CeO2_pdos and attach the pdos files:

$ loadqespresso -i ceo2_nscf.in -o ceo2_scf.out -o ceo2_nscf.out -n CeO2_pdos -d 'Cerium dioxide PDOS' -dos 'pwscf.pdos_atm#1(Fe)_wfc#1(s) '-dos pwscf.pdos_atm#1\(Fe\)_wfc#2\(p\) -dos 'pwscf.pdos_atm#1(Fe)_wfc#3(d)'





On calculation with spin up/down files we will upload all PDOS files as on the previous example.


Important

The PDOS filename contain symbols that can break the upload process if they are not escaped or enclosed between single quotes, please review last the command for both examples.






Phonon dispersion

ioChem-BD can process and display phonon dispersion data on its HTML report.


[image: Phonon structure]

Sample phonon dispersion plot



The following QuantumEspresso tool workflow will generate the required files:


pw.x [http://www.quantum-espresso.org/Doc/INPUT_PW.html] -> ph.x [https://www.quantum-espresso.org/Doc/INPUT_PH.html]  -> matdyn.x [https://www.quantum-espresso.org/Doc/INPUT_MATDYN.html]

Structure optimization  -> PHonon -> Phonon dispersion calculation




Once the structure is relaxed, the dynamical matrix is calculated on the on 2nd step to finally get the phonon dispersion on the 3rd calculation.

The provided input -i and output file -o must be the optimization ones from 1st step.

The provided phonon input file -pi will contain the kpoint definition, weights and labels. Finally the -po will be the data file containing the phonon frequency level on each kpoint.


Important

Review the documentation section DATA CONVERSION -> From CML to HTML -> QuantumEspresso to check the used file format.




Example

Upload calculation named Ce_phonon and attach phonon dispersion information file matdyn.freq:

$ loadqespresso -i ce_opt.in -o ce_opt.out -pi qe_matdyn_phdisp.pwi -po matdyn.freq -n Ce_phonon -d "Phonon dispersion for Ce atom"








Phonon DOS

ioChem-BD can process and display phonon density of states data on its HTML report.


[image: Phonon structure]

Sample phonon DOS plot



Will use the same tool workflow that the previous Phonon dispersion example but on the 3rd step will request matdyn.x tool to generate Phonon DOS data.

The uploaded files will be the same except that, in this case,  the -pi file won’t be required, just the the -po with the data file containing the phonon dos energies.


Example

Upload calculation named Ce_phonon_dos and attach phonon dispersion information file matdyn.dos:

$ loadqespresso -i ce_opt.in -o ce_opt.out -po matdyn.dos -n Ce_phonon_dos -d "Phonon DOS for Ce atom"









loadturbo

Loads a Turbomole calculation into the Create Module. It can be used standalone as other shell client commands, or it can be attached to a job script to be automatically uploaded after the calculation has finished.







	Parameters

	Description





	-i control

	Input file (optional) , if not defined it will look for control file on current folder



	-o job.last

	Output file (optional) , if not defined it will look for job.last file on current folder



	-oe energy

	Energy file (optional), if not defined it will look for energy file on current folder



	-ob basis

	Basis file (optional) , if not defined it will look for basis file on current folder



	-oc coord

	Coord file (optional), if not defined it will look for coord file on current folder



	-a file

	Append an additional file (optional)



	-n

	Name of the calculation in the data base (optional), if not defined it will use the parent folder’s name



	-d desc

	Description of the calculation in the data base (optional), if not defined it will use parent folder’s name



	–auto

	Autogenerate current path into the Create module (optional). Refer to -auto parameter section.






If parameters -i and -o are not set, it will look by default for control and job.last files on current folders, if they are missing the upload will be aborted. If we use another naming convention just edit loadturbo script file and replace the default file names.

# Default static file names, change them in order to fit your naming conventions
CONTROL_DEFAULT_FILENAME="control"
ENERGY_DEFAULT_FILENAME="energy"
BASIS_DEFAULT_FILENAME="basis"
COORD_DEFAULT_FILENAME="coord"
JOB_LAST_DEFAULT_FILENAME="job.last"





If parameters -n and -d are not defined, the loadturbo script will use the parent folder’s name as calculation name and description. If a parameter value contains multiple words and blank spaces (like description), they have to be enclosed inside double quotes.


Multiple step calculation

On calculations that generate multiple output files like dscf, escf, we can upload them as a unique file by joining its output files into one. We do so by repeating the -o parameter with the name of each output file. Must be defined in the same order as they were generated. Example:

$ loadturbo -i control -o dscf.out -o escf.out





The output of freeh (the free enthalpy module), can also be appended also using the -o parameter. HTML Report will then display thermochemistry values and energy corrections.

$ loadturbo -i control -o job.last -o freeh.out






Important

The freeh module processing is only valid for single temperature and pressure values, it will not work for ranges.





Examples

Upload calculation flourophenol using control. job.last, energy, basis and coord files. Set name as flourophenol.

$ loadturbo -i control -o job.last  -n "flourophenol" -d "Population analysis" -oe energy -ob basis -oc coord





We can omit multiple parameters if they are named the same as default script names, so the last command can be the same than this one:

$ loadturbo -n "flourophenol" -d "Population analysis"





If no parameter is set, name and description fields will come from parent folder.

$ pwd
/home/user/Desktop/flourophenol
$ loadturbo








loadsiesta

Loads a SIESTA calculation into the Create module.

For this chemical format, the provided output file must not be the textual one, it must be the XML one. It is generated by declaring the following flag on the input file:

XML.Write .true.











	Parameters

	Description





	-i filename(s)

	Input file(s), if not defined will use script defined name



	-o filename

	Output file, if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






SIESTA can combine multiple input files to bundle the final input file, in this case, you can set multiple -i parameters, one for each partial input file.

If parameters -i and -o are not set, this script will look for input.fdf and output.xml files. If that info is missing, the upload process will be aborted. If you wish to use another naming convention just edit the loadsiesta script file and replace default filenames.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.fdf"
OUTPUT_DEFAULT_FILENAME="output.xml"





If parameters -n and -d are not defined, the scripts will use the parent folder’s name as calculation name and description.


Examples

Upload h2o calculation, that contains two input files and a output .xml file:

$ loadsiesta -n h2o -d \"Sample upload\" -i h2o.fdf -i Default.fdf  -o h2o.xml








loadvasp

Loads a VASP calculation into the Create module, it can be used standalone as other shell client commands or it can be attached to a job script to be automatically uploaded after the calculation has finished.







	Parameters

	Description





	-i INCAR

	Input file (optional), if not defined it will look for INCAR file on current folder



	-o OUTCAR

	Output file (optional) , set to OUTCAR by default



	-dc DOSCAR

	Attach DOSCAR file information to resulting uploaded calculation (optional), it will extract Density of states coefficients.



	-kp KPOINTS

	Attach KPOINTS file information to resulting uploaded calculation (optional), it will extract KPOINT generation data



	-a filename

	Coord file (optional), if not defined it will look for the coord file from the current folder



	-n

	Name of the calculation in the data base (optional), if not defined the calculations’ output file name will be used



	-d desc

	Description of the calculation in the data base (optional), if not defined the calculations’ file name will used.



	–auto

	Autogenerate current path into Create module (optional). Refer to the -auto parameter section.



	-neb

	Upload Nudged Elastic Band calculation, see more at: Uploading NEB/DIM calculations section



	-dim

	Upload Dimmer calculation, see more at: Uploading NEB/DIM calculations section







Examples

Uploads a calculation and sets identical name and description as the parent folder. It will capture INCAR and OUTCAR files by default

$ loadvasp





Automatically generates parent folder structure and uploads calculation and sets identical name and description as the parent folder. It will capture INCAR and OUTCAR files by default, and will attach report.pdf file to calculation.

$ loadvasp -a report.pdf --auto





Uploads calculation and associates its KPOINTS and DOSCAR files, sets name and description to opt1. It will capture INCAR and OUTCAR files by default

$ loadvasp -n opt1 -d opt1 -kp KPOINTS -dc DOSCAR





Upload calculation set name and description to opt2. Will capture INCAR2 and OUTCAR2 files, because we set -i and -o parameters.

$ loadvasp -i INCAR2 -o OUTCAR2 -n opt2 -d opt2 -kp KPOINTS -dc DOSCAR








Uploading VASP NEB/DIM calculation


NEB

The nudged elastic band (NEB) is a method for finding saddle points and minimum energy paths between known reactants and products. The method works by optimizing a number of intermediate images along the reaction path.1 [http://theory.cm.utexas.edu/vtsttools/neb.html] This kind of calculation generates multiple output files (images) inside a collection of numbered subfolders. To upload this kind
of calculations we will set -neb parameter on base folder. loadvasp script will expect at last this file structure, it will iterate all XX folders and concatenate all outcar files.

.
├── 00
│   └── OUTCAR
├── 01
│   └── OUTCAR
├── 02
│   └── OUTCAR
├── 03
│   └── OUTCAR
├── 04
│   └── OUTCAR
├── 05
│   └── OUTCAR
├── 06
│   └── OUTCAR
└── INCAR





Example of a NEB calculation upload: Upload NEB, attach KPOINTS file information and set NEB-1 as name and description.

$ loadvasp -neb -kp KPOINTS -n NEB-1-2 -d NEB-1-2







DIM

The dimer method is one of the min-mode following methods that allows the user to start from any initial configuration and search for a nearby saddle point. This method can also be used to start from a minimum basin and search in random directions for saddle points.2 [http://theory.cm.utexas.edu/vtsttools/dimer.html] We can just upload calculation as a normal single calculation or we can use -dim parameter if we already have initial and
final state calculations, so we must set a folder structure like this:

.
├── IS
│   └── OUTCAR
├── TS
│   ├── INCAR
│   └── OUTCAR
└── FS
    └── OUTCAR





Example of a DIM calculation upload: Upload Dimmer, attach KPOINTS and DOSCAR information and set NO_dim as name and description.

$ loadvasp -dim -kp KPOINTS -dc TS/DOSCAR -n NO_dim -d NO_dim








loadorca

Loads an ORCA calculation into the Create module, it can be used standalone as other shell client commands or it can be attached to a job script to be automatically uploaded after the calculation has finished.







	Parameters

	Description





	-i filename

	Input file, (optional), if not defined will use script defined name



	-o filename

	Output file (optional), if not defined will use script defined name



	-a filename

	Append additional file (optional)



	-n name

	Name of the calculation in the data base (optional), if not defined will use parent folder name



	-d desc

	Description of the calculation in the data base (optional), if not defined will use parent folder name



	–molden

	Build molden file with calculation molecular orbitals from output file. Will use orca_m2kl script to do such conversion. Please read –molden section for further configuration.



	–auto

	Autogenerate current path into Create module (optional). Refer to -auto parameter section.






If parameters -i and -o are not set, it will look for input.in and ‘output.out’ files, if they are missing, the upload will be aborted. If we use another naming convention just edit the loadorca script file and replace default file names.

# Default static file names, change them in order to fit your naming conventions
INPUT_DEFAULT_FILENAME="input.in"
OUTPUT_DEFAULT_FILENAME="output.out"





If parameters -n and -d are not defined, the loadorca script will use the parent folder’s name as calculation name and description. If a parameter value contains multiple words and blank spaces (like description), they must be enclosed inside double quotes.


Molden orbitals file generation

Along with input, output and additional files. This script allows generating a molden-format file that contains calculation molecular orbitals. If we use this flag, uploaded calculations will also display molecular orbitals on JSmol viewer. To generate such file, we must first edit the loadorca script file that resides on the shell client folder. First lines
define multiple orca_2mkl_X_X_X variables.

orca_2mkl_2_8="/opt/ORCA2_8/orca_x86_64_exe_r2131/orca_2mkl"
orca_2mkl_2_9_0="/opt/ORCA2_9/orca_x86_64_exe_r2131/orca_2mkl"
orca_2mkl_3_0_0=
orca_2mkl_3_0_1=





We must set the correct path to this script file to match your file system configuration. orca_2mkl is installed along with Orca software. Be careful to define as much variables and paths for each installed Orca version on yous system. If you use -molden parameter on a Orca v2.8 output file and its parameter is undefined, wrong or points a different version (2.9, 3.0, …), it will fail to work.

Upload calculation ete using ete.inp and ete.out files

$ loadorca -i ete.inp -o ete.out -n "ete optimization" -d "Optimization ete"





Upload calculation named ncs2 using ncs2.inp and ncs2.out files, name and description came from parent folder, then build molden molecular orbital files and upload it.

$ pwd
/home/user/Desktop/ncs2
$ loadorca -i ncs2.inp -o ncs2.out -molden





Upload calculation and automatically build its parent folder, calculation name and description will be same as parent folder

$ loadorca -i ete.inp -o ete.out --auto









–auto parameter

In some situations our calculations lay inside a complex folder structure, under a high number of nested subfolders. Such project structure can be generated via the Create web interface or using the Create shell client commands, like cpro, cdpro and pwdpro. This can be a time-consuming process, so we can use the -auto parameter to generate such structure for us.
Imagine that we want to upload a calculation inside a path from a folder mounted like this:

/home/user/mnt_cluster/metOH-oxidation/MoO2/metOH/TS1_NEB/02/reopt/freq





Generating such project hierarchy via shell commands (excluding $HOME) will be like this

$ cpro -n metOH-oxidation -d metOH-oxidation
$ cdpro metOH-oxidation
$ cpro -n MoO2 -d MoO2
$ cdpro MoO2
$ cpro -n metOH -d metOH
$ cdpro metOH
$ cpro -n TS1_NEB -d TS1_NEB
$ cdpro TS1_NEB
$ cpro -n 02 -d 02
$ cdpro 02
$ cpro -n reopt -d reopt
$ cdpro reopt
$ cpro -n freq -d freq
$ cdpro freq
$ loadgauss -i input.in -o output -n freq1 -d freq1





Using -auto parameter can be as simple as this

$ cd /home/user/mnt_cluster/metOH-oxidation/MoO2/metOH/TS1_NEB/02/reopt/freq
$ loadgauss -i input.in -o output -n freq1 -d freq1 **-auto**





Generated projects path will generate also mnt_cluster project, because -auto parameter excludes $HOME. If we want to exclude mnt_cluster folder or our folder is mounted in another path that does not contain a $HOME path like /mnt/cluster/… we can edit our upload script loadXXXX:

# On auto mode we will generate a project path, navigate inside and then upload calculation
 if [ $auto -gt 0 ]; then
     moveBasePath
     full_path="$(cd "$(dirname "$output")"; pwd)"   # Will use 'output' file parent folders
     home_path="$(cd $HOME_PATH/mnt_cluster; pwd)"   # Set this home_path if uploading from /home/user/mnt_cluster
     home_path="$(cd /mnt/cluster; pwd)"             # Set this home_path if uploading from /mnt/cluster


     partial_path="${full_path/$home_path/''}"         # Remove user home folder
     partial_path="${partial_path//[-@\$\%\& \"]/_}"   # Replace special characters and blank spaces by underscore
     if [ $verbose -gt 0 ]; then
         echo "Generating path : "$partial_path
     fi
     projects=$(echo $partial_path | tr "/" "\n")
     for project in $projects
     do
         if [ $project = "''" -o $project = "" ]; then
           continue
         fi
         project="${project//[-@\$\%\&\"\' ]/_}"
         createpro="cpro -n "$project" -d "$project
         changepro="cdpro "$project
         executeRepCommand "$REP_SCRIPTS/exe-rep-command $changepro" ""     # Try cdpro to project, if it fails, we'll create this project
         if [ ! $retval -eq  0 ]; then
         executeRepCommand "$REP_SCRIPTS/exe-rep-command $createpro" ""
             executeRepCommand "$REP_SCRIPTS/exe-rep-command $changepro" ""
         fi
     done
 fi







Per usage


	getproject





getproject

This script is an example of how the shell client tools can be used in order to retrieve, query or manipulate content that is inside Create module.

It retrieves a complete project content using the shell client commands. Project names will be prepended with p_ and calculations with c_ to ease its grouping and reading.

Must be run using the source command to be effective. The project full path must be provided as parameter, user must be the owner of that project or at least have read rights on it.

$  source getproject /db/username/hexenol





To execute it outside the shell client folder, append the path to the shell client to your PATH environment variable.




Shell upload automation

We can attach these lines to our calculation job scripts, so after the calculation software finishes its processing, it gets uploaded automatically into ioChem-BD, making this step totally unattended.

Consider adding more verification steps inside upload scripts to avoid uploading erroneous calculations like premature exits, program crashes, not converged optimizations, etc.

In these examples, we consider that the shell client resides on $HOME/shell:


Gaussian job submit file example

 1   #!/bin/bash
 2   #` -pe smp* 12
 3   #$ -N test
 4   #$ -cwd
 5 
 6   input=input.in    output=output.out
 7 
 8   /home/programs/bin/gaussian09.sh C01 :math: $input $output
 9   . $HOME/shell/start-rep-shell
10   loadgauss -i $input -o $output -n $output -d $output –auto
11   exit-rep

Numbered lines do:



	Connect to Create


	Upload calculation using Gaussian script and $input and $output parameters (builds path automatically)


	Disconnect from Create









Turbomole job submit file example

 1    #!/bin/bash
 2 
 3    #$ -pe smp* 1-
 4    #$ -cwd
 5    #$ -q mag14.q
 6 
 7    . /home/programs/bin/turbomole.sh 6.6
 8 
 9    export TURBOTMPDIR=$TMPDIR
10 
11    cp HILL/* .
12    /usr/bin/time -o time_output dscf
13 
14    output=$(basename $SGE_STDOUT_PATH)
15    . $HOME/shell/start-rep-shell
16    loadturbo -o $output --auto
17    exit-rep

Numbered lines do:



	Connect to Create


	Upload calculation using turbomole script and $output parameters


	Disconnect from Create










Recursive upload

We can take advantage of shell scripting to automate calculation upload of multiple nested folders and subfolders.


One calculation per folder

This is an example script that uploads a group of ADF calculations starting from current folder. Restrictions:


	There must be only one input and ouput file inside each folder,


	Uploaded calculations will have its name same as its parent folder name.




We can customize which input and output files are captured setting wildcards *.in and *.out.

#!/bin/bash
. start-rep-shell                           # <--- Please append full path to start-rep-shell command
 for folder in $(find  `pwd` -type d); do
     echo "Processing folder :" $folder
     inputfile="$(find  $folder -maxdepth 1  -name '*.in' -printf "%f\n")"
     outputfile="$(find $folder -maxdepth 1  -name '*.out' -printf "%f\n")"
     if [ -z $inputfile ]; then
    echo "  Not matching files"
     else
       echo "   Input file "$inputfile
       echo "   Output file "$outputfile
       cd $folder
       loadadf --auto -i $inputfile -o $outputfile
     fi
done
exit-rep





We can derive previous script into more sophisticated versions.



Multiple calculations per folder

The following script navigates inside all child folders, it search for all input and output files inside each folder and then uploads them.
This script allows setting file extensions for input and output files.
Restrictions:



	Input and output files of the same calculation must have same name (and different extension)


	Uploaded calculation will be named as input file (to avoid name collisions)







#!/bin/bash
#Replace this variables to suit your naming convention
INPUT_FILE_EXTENSION=in
OUTPUT_FILE_EXTENSION=out
. start-rep-shell                         # <--- Please append full path to start-rep-shell command
 for folder in $(find  `pwd` -type d); do
    echo "Processing folder :" $folder
    for inputfile in $(find  $folder -maxdepth 1  -name "*.$INPUT_FILE_EXTENSION" -printf "%f\n"); do
        filename=$(echo $inputfile | sed "s/\.$INPUT_FILE_EXTENSION//")
        outputfile="$filename.$OUTPUT_FILE_EXTENSION"
        if [ -z $outputfile ]; then
            echo "  Not matching output file "$outputfile
        else
            cd $folder
            loadgauss --auto -i $inputfile -o $outputfile -n $filename -d $filename
        fi
    done
done
exit-rep










          

      

      

    

  

    
      
          
            
  
Publishing calculations into Browse

Calculations uploaded into the Create module are only accessible to registered ioChem-BD users, this will usually be comprised of a small group of individuals that conform the research group/center. Their calculations will not be accessible until they are published in the Browse module, the public module of ioChem-BD.

Before moving to the publication mechanism, it is interesting to read again the section about the organizational elements that conform each module: ioChem-BD organizative elements.

So published projects become Collections and published calculations become items on the Browse module, it is a mere grammatical change to align with DSpace software [https://duraspace.org/dspace/] naming convention.

Once published, both elements are linkable, searchable and viewable publicly.


Publication requirements

To perform calculation publication, users must have defined (on Browse module) a community where to publish.
The steps required to create a community and assign its administrator falls upon ioChem-BD’s system administator and are described on publishing endpoints definition page.



Publication steps


Select the elements to publish

On Create module, navigate to the project where the desired calculations reside.

We can select an individual calculation by clicking on it, or using multiselect with Ctrl + Click, Alt + Click.
Another way to select calculations is right clicking on parent project and choose Select child elements from its context menu.


Attention

You must select the project and its inner calculations prior publishing.
If you only select the project and not its content you will publish the project empty of contents.



Once desired projects and calculations are selected, right click on the current selection to display its context menu. Then select Publish option.


[image: Calculation selection]

Calculation selection



If an error message appears at this point, please read the FAQ entry about no publishing community defined.

A new form will be presented, showing all end points available on the Browse module.


[image: Selected elements form]

Selected elements form



During the publication process, the top project will become a collection element with all its subprojects concatenated as a Unix path.


Note

We can change published calculation and project names by clicking the element name.




Important

If a user has multiple collections assigned where to to publish on, he/she can drag and drop current dataset to the desired collection.




Important

Already published elements (the ones with a green tick) cannot be moved because their path was already set on previous publications.





Publication form steps

On right side of the publication form there is a group of option tabs that allow to define published element metadata and its relation to journal articles.


Step 1: Titles and description

This tab allows to configure information related to published calculation:



	Calculation naming convention : We can choose to prepend full parent projects name into calculation name or set only calculation name


	Description field: If checked, calculation description field will be added as a metadata field and will be publicly accessible on Browse module.








[image: Titles and description tab]

Titles and description tab





Step 2: Publication details

The next tab has two options:



	Generate DOI for top projects: will request a DOI identifier that points to the published collection.


	Embargo published elements: if marked, all published elements will be embargoed.







DOI determination can take some minutes to resolve because it requires to contact third party services (CrossRef).

Once DOI has been assigned, you will receive an email with the DOI for the published collection.

The second option will allow you to embargo (restrict) the access to your published content.


[image: Publication details tab]

Publication details tab



You can read more about the embargo feature on the following pages




	Setting the embargo
	Accessing the embargoed elements

	Lifting the embargo














Step 3: Dataset type

This tab allows to add extra manuscript information in the case that the dataset is part of the supporting information of a paper. You can define the manuscript title, DOI and Journal.

In the situation that the paper doesn’t have a valid DOI yet, you can check the checkbox Not yet published, will provide it later.


[image: Manuscript information tab]

Manuscript information tab





Step 4: Additional fields

The last step is used to define other authors and institutions related to the dataset. There is also a listbox with chemical terms to enrich the published elements, such terms will be later indexed by Browse module to ease data search.

Once all the step forms have been filled, we will click the Publish button.


[image: Additional fields tab]

Additional fields tab



After the publication process has ended, a resume window will display the link to edit published elements on Browse module and, only if you checked the embargo option, another link to review embargoed elements.


[image: Publication resume form]

Publication resume form






Published elements manipulation

In the navigation frame, published elements will display a green tick on the right side.

Published projects and subprojects will also have an additional black tick that points to the Browse Collection edit page.


[image: Published elements edition tick]

Published elements edition tick



This page allows to:



	Change published collection name


	Set related article information


	Lift embargo


	Copy reviewers link







On the page that shows, the first section allows to change title, subtitle and description of the published collection:


[image: Published collection edition form]

Published collection edition form



The next section allows set publisher metadata and embargo options:


[image: Edit journal and embargo information section]

Edit journal and embargo information section





View published elements from Create

The projects and calculations published have a handle and a green tick on its right side.


[image: Publication handle]

Publication handle



Clicking on the handle link will navigate to the published Browse content. Each collection can hold multiple Items (calculations) inside.


[image: Published collection items]

Published collection items



Each published item displays the uploaded input file, an output converted CML file, additional files and its metadata.


[image: wikilink]

Published item detail








          

      

      

    

  

    
      
          
            
  
Setting the embargo

Under some circumstances, ioChem-BD users need to restrict the access to some elements published on Browse module.

The most common situation is while publishing a manuscript in a journal and its supporting information needs to be accessed by the reviewers. In that special case, the published dataset has to be private to everyone but visible for a reduced number of users (reviewers). In this case the users who are publishing to Browse module must activate the checkbox Embargo published elements

[image: image0]

With this option activated, published elements will be visible inside its collection…

[image: image1]

but will request for validation when trying to access any individual item.

[image: image2]


Accessing the embargoed elements

Embargoed collections have its individual item pages restricted, only using the collection reviewer link will have access to:


	full list of metadata fields,


	display molecule geometry in a specific viewer (JSmol)


	view HTML5 resume


	download calculation related files




Embargoed collections generate an unique URL to review its content, example:

https://iochem-bd-test.iciq.es/browse/review-collection/100/78/7d61fee92da1ef2ac787cccc

This links are displayed after publishing the embargoed content from Create module, they should be shared with the collection reviewers.

Users can get them anytime on the Create module by clicking on the black icon next to the project.


[image: This links point to the Edit Collection page]

This links point to the Edit Collection page



On the edit collection page, users can modify certain aspects of the published elements and also retrieve the Embargo link, this link won’t appear if the collection doesn’t have embargoed elements

[image: image3]



Lifting the embargo

Once the content has been validated/reviewed, users can lift the embargo on the same Edit collection page . Clicking this button will lift the embargo on the collection:

[image: image4]

Once the embargo is lifted, the embargo section on Edit collection page will disappear and the review links will cease to work.





          

      

      

    

  

    
      
          
            
  
Generating reports


User reports’ list

Along with navigation and search, there is another tab called Reports.
This is responsible for storing and managing user-generated reports.


[image: Report manager tab]

Report manager tab



To generate a new report, users have to click on the Reports tab and then choose the desired report type.


[image: New report button]

New report button




Note

The current version of ioChem-BD has Supporting information and Energy reaction profile reports activated.





Report page

A new tab will appear with a blank report form. We can split the report’s content into three sections:



	Report details: Define general report fields, name and description are for internal Create module usage, title field is for the report header.


	Report selected calculations: A list of calculations associated to this report. We can order them by using drag-and-drop, set a name for each calculation or even remove them from this list. See the Adding calculations to report section to know how to populate this list.


	Report configuration: The right section of this form contains the specific report configuration. In the future, this section will vary depending on the report type that we are using.








[image: Report form section]

Report form section



Once all report parameters are set, we need to look at the operation buttons under the Report configuration section.

All operations are activated except the Publish button. In future versions of ioChem-BD, that button will allow users to publish (as we do with calculations) into the Browse module and associate a handle identifier to it.


[image: New report options]

New report options



A single click on the Generate button will create the report and start its download on user’s web browser.


[image: Report PDF output example]

Report PDF output example





Adding calculations to report

To add new calculations to an existing report, users have to select a group of calculations on the Navigation tab first.

To select calculations we will follow the same steps as we described in calculation publishing mechanism.

Once our projects/calculations are selected, we will click again on our report and then click on the Add selected calculations button. Previously selected elements will now populate the report list.

Another easy method to generate a report is to make a selection on Navigation Frame and then right click on it.

From the contextual menu that will appear, we will select the Supporting information option, then a new report will be generated and all selected calculations will be included in it.


[image: wikilink]

Creating reports based on calculation selection







          

      

      

    

  

    
      
          
            
  
Video tutorials


Reaction Energy Profile report creation
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System requirements

These are the recommended system requirements to run ioChem-BD software on a local machine.


Hardware requirements



	A multicore CPU (1 GHz or better) is advised to allow multiuser interaction without bottlenecks or delays in calculation data extraction and manipulation.


	4 Gb RAM (8 Gb recommended)


	At least +20 Gb of free disk space (ioChem-BD installation takes 1.2Gb of disk space, so the remaining Gb are reserved for storing uploaded calculations).









Software requirements



	Linux OS 2.6.24 or greater (64 bit)(Tested on Centos / Fedora / Debian)


	Java JDK 8 (greater versions are not supported)


	PostgreSQL 9.1+ database server


	gcc package, used to compile INCHI libraries ( yum install gcc / apt-get install gcc),
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Steps prior installation

The ioChem-BD installation procedure will ask for some configuration information that the sysadmin must provide in order to enable all the functionalities of the software.

Please write down all these fields and keep them at hand during the installation process


Required information

In this section we will list all fields that will be prompted for the user to fulfill, all accompanied by a little description of its usage in the system and some possible values.

We define Field name column in the tables as an easy way to refer later to these parameters during installation process.


Mail settings

It is advised to create an email account at your institution for ioChem-BD software, otherwise you can use a personal email address as sender of all notifications.








	Field name

	Description

	Sample values





	smtp.server.hostname

	SMTP server hostname

	smtp.urv.cat



	smtp.server.port

	Port number used by the mail server

	25  /
587



	smtp.mail.from

	Sender e-mail address, all notifications from ioChem-BD will be sent using this e-mail address

	iochem-bd@urv.cat     /
iochem-bd@iciq.es     /
username@institution.com



	smtp.mail.username

	(Optional) If mail server requires authentication, set email account username

	


	smtp.mail.password

	(Optional) If mail server requires authentication, set email account password

	







Certificate fields

The ioChem-BD software should to be run on a machine that can be publicly accessible, these are the benefits:



	Users can access to it from any point of the world.


	Your published datasets become Open Data and Open Science.


	Your instance can synchronize its public data into a bigger data repository [https://www.iochem-bd.org] of theoretical chemistry results.








Tip

You can request the synchronization of your ioChem-BD instance to the central service by filling this form [https://www.iochem-bd.org/home.jsp?action=requestAccount].










	Field name

	Description

	Sample values





	host.hostname

	Public qualified host name of the web server, if run locally remember to set the entry on your /etc/hosts file

	iochem-bd.iciq.es /
rodi.urv.es /
test.iochem-bd.org



	host.ip

	Public ip of the web server

	130.206.36.13 / 127.0.0.1



	host.port

	Port where the software will run and will be browsed (default: 443) Never use 80 because ioChem-BD uses HTTPS instead of HTTP

	443 (default)






All communications inside this software:



	shell client <-> modules,


	module <-> module,


	and user browser <-> module







are safety encrypted using SSL certificates; right now it uses self-signed certificates but in future revisions we will add support for self-registering Certification Authority (CA) certificates like the ones from Lets Encrypt.

Please keep in mind that the field defined in ${cert.organization} will be the organization name, which will be appended to all generated content and displayed in ioChem-BD web pages.








	Field name

	Description

	Sample values





	cert.organizational.unit

	Organizational unit defined inside SSL certificate

	Dept.Computational Chemistry / Quantum Chemistry Group



	cert.organization

	Name of your organization (avoid acronyms/abbreviations when possible)

	Universitat Rovira i Virgili / Institute of Chemical Research of Catalonia



	cert.city

	City/location of your organization

	Tarragona / Barcelona / Paris



	cert.state

	State/Province or your organization

	Catalonia - Spain / France



	cert.country.code

	Country code (two characters, check it here [http://www.nationsonline.org/oneworld/country_code_list.htm])

	ES / FR








Database settings

These fields will be used by ioChem-BD to define its database connection parameters.








	Field name

	Description

	Sample values





	database.host

	Hostname of postgresql server

	localhost



	database.port

	Postgresql port number

	5432



	database.username

	Postgresql username (defined during installation process)

	iochembd



	database.password

	Postgresql password (defined during installation process)

	







Administrator account settings

During the last steps of installation you will be prompted to generate an ioChem-BD administrator account, such account will be the one in charge of managing and configuring all the software package.


Important

For the sake of ioChem-BD’s security, it is advised that the administrator creates a non-admin user account if he/she wants to work with the Create module as a normal user.










	Field name

	Description

	Sample values





	admin.email

	Administrator email and also the admin username inside the system

	iochem-bd@urv.cat / iochem-bd@iciq.es / username@institution.com



	admin.password

	Administration account password

	


	admin.telephone

	Contact phone that will appear on system errors and notifications

	+34 977-XXX-XXX
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Installation procedure

The system administrator must perform following actions prior deploying the ioChem-BD platform.


Create iochembd system user

First we will create a user account called iochembd, it will hold ioChem-BD files and will be responsible for running the web service that provides access to the software.

root# useradd -m iochembd





We can use any other non privileged system user or username to install or run this software, we called it iochembd as an example.


Attention

The following commands will be run as the iochembd user, unless otherwise mentioned.





Unzip application package

To start ioChem-BD installation, we will first download [https://gitlab.com/ioChem-BD/iochem-bd/-/releases] and extract the software package in the iochembd user home.

iochembd$ cd ~
iochembd$ tar -xvf iochembd-binary-X.X.X.tar.gz





All the software is contained inside the single folder you just decompressed, with the following structure:

iochembd
├── apache-tomcat
├── browse
├── cas
├── COPYING
├── create
├── init-script
├── init.sh
├── installer.jar
├── postinstall.sh
├── README.md
├── ssl
├── third-party
├── THIRD-PARTY.txt
├── updates
├── webapps
└── webapps2





We can place it anywhere in our filesystem: one good candidates is iochembd user home, another one is inside /opt folder.

From now on we will talk about BASE_PATH when we refer to the path of this folder.
All extracted folders and its inner files must belong to the same user and group than the one that will start the web-server service (in this case iochembd),
so it will be able to read and write inside it without problem.



Init database


PostgreSQL configuration

If you have just installed the PostgreSQL server package you need to initialise its databases and start the database server, as root user you must run:

root# /sbin/service postgresql initdb





You must set also PostgreSQL to start every time you restart your server.

root# chkconfig --level 345 postgresql on





Now we will configure PostgreSQL authentication file to allow login with password, we will edit /var/lib/pgsql/data/pg_hba.conf and add these two lines:

# TYPE DATABASE USER ADDRESS METHOD
# IPv4 local connections:
host iochemCreate iochembd 127.0.0.1/32 md5
host iochemBrowse iochembd 127.0.0.1/32 md5





We can now start the PostgreSQL database service:

root# /sbin/service postgresql restart





We will now create a new PostgreSQL database user and set the account password.

From the command line we will change to “root” or “postgres” user account (one with enough rights to execute the createuser command) and type the following:

postgres$ createuser -s -d -l -P iochembd

   Enter password for new role: XXXXXXX
   Enter it again:  XXXXXXX





After we create the account, please keep this password safe and consider it the database.password parameter. We will now create the two databases that will store ioChem-BD data:

postgres$ createdb -E UTF8 --locale='en_US.utf8' -T template0 -O iochembd "iochemCreate"
postgres$ createdb -E UTF8 --locale='en_US.utf8' -T template0 -O iochembd "iochemBrowse"








Run the installation script

We must now change back to iochembd user.

Now we can execute the visual installer by moving inside BASE_PATH and executing the init.sh script.

iochembd$ cd *BASEPATH*
iochembd$ ./init.sh





A form will appear showing that the installer has started.


[image: Welcome form]

Welcome form



The next one will display the e-mail parameters configuration, more info at mail fields. There are two checkboxes that configure email to use encryption.


	with no encrypted email services (default port 25) we will set both options unchecked


	with SSL encryption (default port 465) we will check first option


	with STARTTLS (default port 587) we will check both options





[image: E-mail parameters]

E-mail parameters



After filling in all fields, we can test the email parameters by sending a test message. We can click on the Send test button to check this configuration.


[image: wikilink]

Send test dialog



In the new form we can set the destination email and in a few seconds we must receive a test message from the installation program in our mailbox.


Important

Please check you received the test email because this is a very important step in ioChem-BD configuration, otherwise it will not be able to send notification to users.



The next form will ask for all the details related to SSL certificate generation, more info at certificate fields:


[image: wikilink]

Certificate generation



Once our certificate has been generated and associated, a new form will pop up. In this one we must define the database connection parameters. Once all of them have been filled, we need to click on the Test connection button to check whether the database connection is successful.


[image: Database connection form]

Database connection form



The next form will ask for basic login information for ioChem-BD administrator account generation, more info at administrator account fields:


[image: Admin account setup]

Admin account setup



Last form will ask for installing ioChem-BD, clicking on Back button will start the process all over again.


[image: Installation confirmation form]

Installation confirmation form



After clicking on Install, a series of messages will inform us of the different install stages, the process can take a few minutes to finish all steps.


[image: Processing steps]

Processing steps



Once installation has finished, if you used default port (443) or one under 1024 to run ioChem-BD you must run as root the script file indicated by installer: postinstall.sh. It will open such privileged port to ioChem-BD services.

If you get a message like this:

root#  BASEPATH/postinstall.sh: line 6: setcap: command not found





This is because your system doesn’t have the setcap package installed, run this command in order to install the package and then run the post install script again.

root# zypper install libcap-progs
root# BASEPATH/postinstall.sh







Edit /etc/hosts

You must add an entry on /etc/hosts to avoid ioChem-BD web services to go outside your network to find your domain, so you must enter the following line on /etc/hosts,

127.0.0.1     iochem-bd.urv.es            #Please replace iochem-bd.urv.es for your server domain name







Start the web service

The files responsible for managing our web service are:

iochembd$  BASE_PATH/apache-tomcat/bin/startup.sh    # to start service
iochembd$  BASE_PATH/apache-tomcat/bin/shutdown.sh -force  # to stop service





After starting the web server you can track BASE_PATH/apache-tomcat/logs/catalina.out file to look for start-up errors. If they appear, please contact us in order to assist you as soon as possible.



Access ioChem-BD main page

Once installation has ended and web service has started, you should be able to access the main page of the ioChem-BD software, from now on BASE_URL.


[image: ioChem-BD Homepage]

ioChem-BD Homepage



To access both modules you can click on homepage top links or append module name to base URL:


	BASE_URL/create


	BASE_URL/browse




The web browser will “complain” about the self-signed certificate of the HTTPS pages, we just need to add an exception to avoid future questions or install a valid HTTPS certificate.

Now that the ioChem-BD software is successfully deployed, we have to create user accounts and define user groups. Please refer to the Post installation steps page.
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Creating users and groups

The Browse module content is publicly accessible by anonymous users, the Create module, however, requires authentication to access.

That’s the reason why we must define users and user groups prior start working with the software.


Administrator login

The next steps will be performed on the Browse module and from an administrator account, the same that we would have defined during installation.

First, we will login by clicking on upper right menu bar Sign on to -> Browse module button.


[image: Admin login]

Admin login



You will be redirected to CAS (Central Authentication Service) page. On this page we will type admin.email and admin.password on its login form.

If we have any problems with our password, we can click on the Forgot your password? link to reset it. After that, the Browse module navigation bar will change and a link to the Create module will appear on the right upper corner.


Important

You cannot access the Create module directly from an admin account, you need to create a user account to get access through it



On the options on upper right menu bar we will click on Administer.


[image: Admin administer]

Admin administer



The menu bar will change to administrator mode and more options will be accessible. When clicking on Access control, three options will be displayed, we will use these two:



	Groups: To build groups of users.


	E-People: To create, modify and delete ioChem-BD users








Tip

Prior creating users, it is advised to create the user groups and the publication endpoints, those information will be used during user creation.



Otherwise you can use Batch generation using .csv format procedure to create all of them in one single operation.



Creating groups

User groups are logical associations of users, we can gather them by research group, team leader, or even create a default group with all users inside it.

Users can belong to multiple groups, but in this case they must also have a default main group defined.

To create a group, click on Access control and then on Groups menu button. On the next form we will click on Create group.

[image: Admin create group form]

On the next form we will:



	Set group name and


	assign users to group (we can do this at any time later)







then click on Update group button, the group will be created.


[image: Admin assign group users form]

Admin assign group users form





Creating users

Administrator has two mechanisms to generate user accounts:



	Batch generation using a csv formatted file


	Manual generation using web forms







It is advised to use batch generation mechanism initially to speed up account generation. After that, adding new users can be done with either manual or batch mechanism.


Batch generation using .csv format

We can use this webpage to speed up user and group generation.

It will take as input a group of csv formatted lines and process it, performing automatically:


	User creation (with automatic username generation)


	User group creation (if the provided group name doesn’t exist)


	Publication endpoint generation (if option is checked)


	Send password reset email to all new users (if option is checked)




We will focus on the Access control menu. When clicking on it, three options will be displayed, we will pick on first one, E-People. From Administer EPerson page we will click on the Add multiple E-Person (csv)… button:


[image: Admin create user form]

Admin create user form



Next page will display a large textarea where we will paste the list of users to generate.

Pasted text must follow this rules:



	All fields must have a value


	All fields must be delimited by semicolons ;


	Don’t need to use double quotes on text fields, even if they contain white spaces


	You can’t use diacritics and symbols on user first and last name and also on user’s group name.








[image: Admin create user via batch process]

Admin create user via batch process



Every line will contain all information about a single user. It will appear in this order:



	User email


	User first name


	User last name


	User group (the group of users where he/she will belong to)







The user group field is used to easily build user groups, so users with same user group field will be included in that group. Example:

malvarez@iochem-bd.es;Moisés;Álvarez Moreno;Carles Bo group
jprats@iochem-bd.es;Joan;Prats Rubio;Carles Bo group
mperez@iochem-bd.es;Miguel;Pérez Álvarez;Carles Bo group
jbel@iochem-bd.es;Jose;Bel Ortiz;Nuria López group
ncolet@iochem-bd.es;Núria;Colet Serrano;Nuria López group





So if we use this lines, ioChem-BD will generate five users and two groups of users:



	Carles Bo group : with users Moises, Joan and Miguel


	Núria Lopez group : with users Jose and Núria







In this case we have named our user groups with the name of the group leader but you can use other naming convention as can be the group research type or whatever that suit your needs.


Warning

If the user groups already exists and you only want to append the new users to it, please set the names of the groups equals to the existing ones. Different group names will generate new user groups and a new publishing communities.




Note

You can check group names on top of the same page.




Options

There are two checkbox options at the bottom of this page that will help on other side aspects of user generation process.


[image: Admin create user options]

Admin create user options



First one is labeled Generate publishing communities for each user group and assign created users to it. It will help us on defining publishing endpoints on Browse module.

If it is checked, the process will also generate a community with the name of the user group where our new users can publish their content into Browse module.

Last option is labeled Send reset password email to generated users. If checked, it will send a reset password email to all newly created users, so they can set their account password to start using ioChem-BD software.

Finally, a textarea will appear with a resume of all unprocessed lines, displaying the reason why they failed. So its administrator duty to correct such lines and create those users again (only the wrong ones).


[image: Admin create users via csv, error resume]

Admin create users via csv, error resume



Using previous example lines would generate two publishing communities called Carles Bo group and Núria Lopez group.


[image: Admin automatically generated publishing communities]

Admin automatically generated publishing communities



In case you need a more complex publishing structure please uncheck this option and read carefully Publishing endpoints definition page.




Manual generation using web forms

From Administer EPerson page we will click on the Add E-Person… button: [image: Admin create user form] On the next form we will :


	check can log in


	set the user’s e-mail on E-mail textbox


	add additional user information


	Assign the user groups the current user belongs to




This is an example of a user account creation:


[image: Admin create user]

Admin create user



Finally we click on the Reset password’ button, the user will then be saved in the database and a reset password link will be sent to the user’s e-mail.
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Publishing endpoints definition

Once our users and groups are generated, we must consider building the entity hierarchy on the Browse module to store all published elements coming from the Create module.

As we explained on Basic introduction to ioChem-BD software page, the Create module will be used to work with calculations coming from HPC clusters. On this module we will be able to read a HTML5 summary of the most important calculations fields, their geometry and perform searches, generate reports and so on.

All this work is done privately inside the Create module but it can be published into the Browse module to share your calculations with the rest of the world.

This process is done by publishing Create projects and calculations into Browse, but that raises a question: where to publish on Browse module? So that is the reason why it is necessary to generate a publishing hierarchy on the Browse module to hold all these new calculations and projects.

The hierarchy inside Browse is really up to administrator’s choice and needs. Here are some example of this organization:


A top community with your institution’s name

Then inside it, their research groups community and inside them, its researchers community.

Here we expect every researcher to publish inside his/her named community:



Institute of Chemical Research of Catalonia
├── Carles Bo group
│   ├── Bandeira, Nuno
│   ├── Gonzalez-Fabra, Joan
│   ├── Melgar, Dolores
│   └── Serapian, Stefano
├── Feliu Maseras group
│   ├── Besora, Maria
│   ├── Fernandez, Victor
│   ├── Kuniyil, Rositha
│   └── Lakuntza, Oier
└── Nuria Lopez group
    ├── Bellarosa, Luca
    ├── Capdevila, Marçal
    ├── Garcia, Miquel Alexandre
    ├── Li, Qiang
    └── Rellán, Marcos






Multiple top communities per research group

And inside them, each researcher’s community.



Carles Bo group
├── Bandeira, Nuno
├── Gonzalez-Fabra, Joan
├── Melgar, Dolores
└── Serapian, Stefano
Feliu Maseras group
├── Besora, Maria
├── Fernandez, Victor
├── Kuniyil, Rositha
└── Lakuntza, Oier
Nuria Lopez group
├── Bellarosa, Luca
├── Capdevial, Marçal
├── Garcia, Miquel Alexandre
├── Li, Qiang
└── Rellán, Marcos






One top community per researcher

(no grouping per research group)



.
├── Bandeira, Nuno
├── Bellarosa, Luca
├── Besora, Maria
├── Capdevial, Maçal
├── Fernandez, Victor
├── Garcia, Miquel Alexandre
├── Gonzalez-Fabra, Joan
├── Kuniyil, Rositha
├── Lakuntza, Oier
├── Li, Qiang
├── Melgar, Dolores
├── Rellán, Marcos
└── Serapian, Stefano






Only create top communities per research group and no subcommunities at all,

Then all group reseachers will publish directly into his/her group community, grouping all calculations inside it.



Carles Bo group
Feliu Maseras group
Nuria Lopez group





Another option instead of creating communities by group/person could be to create them by calculation type, molecule type. Please choose the structure you feel that will fit your needs better.


Community generation

Once we know how Browse will be structured we will start by creating the top community/ies. As administrator we will click Browse > Communities and collections on the upper menubar option.


[image: Communities and collections menu option]

Communities and collections menu option



On the next page we will click on the Create top level community button.


[image: Admin add new top community page]

Admin add new top community page



From the next form we must fill in the mandatory Community name textbox. We can also attach an image describing the community or append more info on the Description text field.


[image: Admin community add form]

Admin community add form



Once this is done we will click on the Create button, and our community will be created



Subcommunity generation

Depending on the needed hierarchy, you will have to generate new subcommunities inside your top communities.

As administrators, we will navigate to the base community via Browse > Communities and collections, then click on the desired community.

From the right sidebar we will choose Create Sub-community option and follow the same steps as when we create a top community.


[image: Community options panel]

Community options panel





Assign community publishers

Once our publication structure has been defined, our last step as administrator is to define who will publish and where he/she will publish

To assign publication rights to a community we must define its administrators, it can be done in two ways.


1.Adding users as community administrators


Note

The ioChem-BD administrator account has higher levels of administrator than simple users managing their publishing community. So the system admin will be able to remove published collections and items, whereas other users will not.



We will first navigate to the desired community, in this example this will be a specific user community. From the sidebar we will click on the Edit button.


[image: Edit community sidebar]

Edit community sidebar



From next form we will click on Create administrator button on the right sidebar.


[image: Community permissions toolbar]

Community permissions toolbar



In the new form we will choose which users or groups of users are allowed to publish inside this specific community.

In this demo case we are working with a user community so we will add this only user as administrator.
If we are working with a group community with no users, as described in the fourth example, we can add a users’ group (right panel) instead of a list of single users (left panel).


[image: Set community administrators]

Set community administrators



We will do so for every user / group of users that we want to be able to publish, otherwise users will not be able to publish in the Browse module.



2. Adding the community on user’s edition form

On the top bar we will navigate to the Administer option, then Access control and finally E-People, it will open Administer EPeople page.

From here, we will search and edit the specific user by clicking the Edit button. On the edition form, you can choose the communities where the user will be allowed to publish by selecting it on the listbox named Communities user can publish into.


[image: Set user publishing communities]

Set user publishing communities





Resume

Adding new users to ioChem-BD will require:



	Create the user, associate it to (at least) a user group and


	Create a community where the user will publish or associate that user into a user group that already have publishing communities associated.
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Post-installation steps



	Define backup policy

	Final checks
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Define backup policy


We must backup the databases and software folder to be able to restore our system in case of data loss or corruption and as a safeguard before updating the platform.

We can code an script and crontab it to backup those elements into a backup destination folder.



The following is a sample script that dumps the databases and compresses the platform folder into a single backup file.

#!/bin/bash
BACKUP_FOLDER=/home/iochembd/backup     # <-- Set your backup folder here
IOCHEM_FOLDER=/home/iochembd/iochembd   # <-- Set your ioChem-BD installation folder here

#sufix will range values 0..5 for each week number of the month, change the expression to suit your backup needs
sufix=$[`date +%e`/7]
BACKUP_FOLDER=$BACKUP_FOLDER/$sufix
rm -fr $BACKUP_FOLDER
mkdir -p $BACKUP_FOLDER

# Dump PostgreSQL databases, we must provide user password to allow dump to work properly, so please restrict script file rights to 700
export PGUSER=iochembd
export PGPASSWORD=                      # <-- Set iochembd database user password
pg_dump --inserts -h 127.0.0.1 -f $BACKUP_FOLDER/dump_iochemCreate.sql "iochemCreate"
pg_dump --inserts -h 127.0.0.1 -f $BACKUP_FOLDER/dump_iochemBrowse.sql "iochemBrowse"
unset PGUSER
unset PGPASSWORD

#Zip databases
gzip -f $BACKUP_FOLDER/dump_iochemCreate.sql
gzip -f $BACKUP_FOLDER/dump_iochemBrowse.sql

#Zip entire ioChem-BD folder
tar -zcvf $BACKUP_FOLDER/iochembd.tar.gz $IOCHEM_FOLDER








          

      

      

    

  

  
    

    Final checks
    

    

   


  

    
      
          
            
  
Final checks


Finally, system administrator must check the following communication channels in order for

ioChem-BD platform to properly operate:


-  When using the shell client, check that the defined port where the ioChem-BD runs is accesible from that machine.

-  Check calculation publication workflow works from Create to Browse.

-  Check Browse email notification parameters are valid by sending test emails from Edit eperson page.





It is up to the sysadmin to configure the network interfaces, firewall services, proxies and other routing mechanisms to allow proper communications.

This last step conclude the ioChem-BD system installation and configuration.


Summary

Let us recap all steps taken to arrive to this point:



	Gather important system configuration parameters.


	Create database and start software installation.


	Start webserver and login as administrator.


	Generate users and groups from Browse module.


	Create communities and subcommunities where users will be able to publish their digital assets.


	Setup backup script and test platform network connectivity.
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Advanced system configuration

This section collects less frequent operations that can help ioChem-BD administrators during ioChem-BD lifecycle:


Available topics


	Customizing user interface
	Browse module

	Create module





	Replace HTTPS certificate
	Associate an existing certificate you already own

	Purchase a new certificate on a Certification Authority (CA)

	Undo certificate replacement process
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Customizing user interface

The ioChem-BD administrator account can easily customize Browse and Create module, so new visitors will get extra information about the instance they are visiting.

The most important customizable sections are:


Browse module


Front page

Browse front page can be customized to display an institution logo and any extra text information so the running instance can be distinguished from other existing instances.

It is also interesting as a mean to inform users of scheduled maintentance, new funcionalities notifications, etc. After successfuly installing the platform, this will be the default main page for the Browse module:


[image: Default main page after fresh install]

Default main page after fresh install



To customize it, first you must copy your institution logo file inside BASEPATH/webapps/browse/image folder.

Some considerations must be taken:


	Name logo file as logo_institution.png to easily recognize it.


	Keep image under size under 256x256px, avoid larger images




Once the file has been copied, we need to define top news field, such section is the one that appears on Browse front page.
We must then login into ioChem-BD as administrator clicking on Sign on to: -> My Browse, then click on Administer option.


[image: Administer option]

Administer option



Once identified as administrators, we must select General settings -> Edit news


[image: Edit news]

Edit news



From the next page we will select Top news


[image: Top news section]

Top news section



The next windows will show a textbox where we will insert the HTML code that will be displayed on front page. You can take the next code as an example:

<div class="row">
   <div class="col-md-4">
       <img src="image/logo_institution.png" />
   </div>
   <div>
      <h3>ioChem-BD v1.1.0</h3>
      <p>Welcome to the quantum chemistry repository of YOUR INSTITUTION NAME HERE!</p>
      <p>Repository related news will appear here.</p>
   </div>
</div>





This piece of code uses Bootstrap [http://getbootstrap.com/] notation to organize and resize content. You can add <ul>,<h1>,<p>, and any other HTML tag that help you conform this section.

The result of such customization can be seen here.


[image: Final result after edition]

Final result after edition





Communities

Another interesting customization is to add extra information to your existing communities,
so such publication end point can be enriched with more context.

Usually communities are used to contain collections of datasets related to a research group,
a research line or a group of similar calculations.

So multiple fields can be provided:



	A logo/image of the community,


	community name,


	a short description


	an introductory text and


	a copyright text







From an administrator account, we will navigate to the desired community we want to edit and browse inside it:


[image: Community view]

Community view



On the left side of the page will appear an administration menu bar where we will administer the community.
If we want to increase the hierarchy of our content, we can add sub-communities inside our community by clicking Create Sub-community,
this will take us to another page to configure it as described on sub-community generation section.

In this case we will choose Edit… option.


[image: Admin tools sidebar]

Admin tools sidebar



The next page will display a form with all the configuration fields of our community.
The most important are community name and logo. Community logo may not be larger than 300x300px (aprox) to avoid consuming too much visual space of community page.

There are other additional and interesting options like Introductory text field, that we can insert formatted as HTML code to display content with lists, tables, and formatted text.

From now on, a logo thumbnail per community will be displayed on community list page, introductory text will be available on each community page when users click on the drop down arrow next to community name.


[image: Community fields]

Community fields



Once all modification have been done, click on Update button and modifications will then be applied.
If you want to apply extra customizations to a community, here are listed all fields and where do they appear.


[image: Custom fields applied]

Custom fields applied




[image: Custom fields applied]

Custom fields applied





Collections

Collections are sets of calculations generated automatically during Create module publishing process.
Their name is also user provided during publication process.
In certain situations we may want to change collection name and additional fields: to fix publication misspells, wrong naming, change of naming convention, etc.

To change it, we will access into desired collection from an administrator account.


[image: Collection list, must click on the one we want to customize]

Collection list, must click on the one we want to customize



On the collection page there will be a left sidebar with all available options. We must select Edit


[image: Collection admin options]

Collection admin options



A form will appear with all customizable fields, from name to provenance. Most relevant are name, and short description, which are displayed on community homepage, on collection list.

We can assign a different license text to this collection, even upload a logo to visually identify such content. Collection customizable fields,
in this case user decided to set collection name with the DOI of the related paper.


[image: Edit collection form]

Edit collection form



Once all necessary fields have been changed, we must click on Update button to apply changes, our collection is now updated.




Create module


Welcome page

All ioChem-BD users that access Create module will view a welcome panel. Located on the upper right side of the window,
it contains information about the current instance.


[image: Create welcome panel]

Create welcome panel



To notify users about scheduled system maintenance, news or other relevant information, the administrator may edit the file located inside BASE_PATH/webapps/create/html/news.html.
Such file is loaded in the system as an independent html file so its content must be valid and well-formed.

Here is an example of such file:

<html>
   <body>
      <center>
         <h4>Current version 1.1.0</h4>
         View <a href="http://www.iochem-bd.org/changelog.html" target="_blank">changelog</a>
         <!--
            <h2>System maintenance alert</h2>
            <p>ioChem-BD will be under maintenance from XXXXX to XXXXX</p>
         -->
      </center>
   </body>
</html>





Notice the commented html text that we can uncomment to notify a scheduled maintenance.
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Replace HTTPS certificate

ioChem-BD generates a self-signed certificate during its installation to enable secure HTTPS communications.

The downside of self-signed certificates is that they are not recognized by web browsers, so users will receive a warning message every time they access your ioChem-BD instance.

In order to use a valid HTTPS certificate and avoid such access warnings we encourage to replace that certificate for one expedited by a Certification Authority (CA), or any other valid certificate you already posses.

Two scenarios have been setup for ioChem-BD administrators in order to help in replacing HTTPS certificates, please choose the one that better fits your needs.



	Associate an existing certificate you already own
	Requirements

	Update process





	Purchase a new certificate on a Certification Authority (CA)
	Certificate Request (CSR) generation

	Purchasing the certificate
	Validating domain ownership





	Installing the certificate





	Undo certificate replacement process
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Associate an existing certificate


Requirements

The openssl software package needs to be installed in your system and inside the $PATH variable (login with the same user account that runs the ioChem-BD software and try to execute openssl version command to check its properly installed).

iochembd$  openssl version
OpenSSL 1.0.2h  3 May 2016  (or another version)






The update process also needs these certificate files


-  A file with the public certificate

-  A file with the certificate private key

-  A file with the intermediate certificates (optional)






Now we will detail the file names and the format of every file enumerated previously.

The file with the public certificate must be encoded on X.509 PEM format and with extension .crt. Example:



-----BEGIN CERTIFICATE-----
MIIE/zCCBGgCAg4CMA0GCSqGSIb3DQEBBQUAMIGbMQswCQYDVQQGEwJKUDEOMAwG
A1UECBMFVG9reW8xEDAOBgNVBAcTB0NodW8ta3UxETAPBgNVBAoTCEZyYW5rNERE
...
3V1dbLU5id63lVD8sUEULyfWFGk3L+Uka5oiSsxwZhdIb/Q=
-----END CERTIFICATE----





The file with the private certificate must be encoded on unencrypted PKCS#8 PEM format and with extension .key. Example:

-----BEGIN PRIVATE KEY-----
MHcCAQEEIBdVHnnzZmJm+Z1HAYYOZlvnB8Dj8kVx9XBH+6UCWlGUoAoGCCqGSM49
AwEHoUQDQgAEThPp/xgEov0mKg2s0GII76VkZAcCc//3quAqzg+PuFKXgruaF7K
...
-----END PRIVATE KEY-----





Under some circumstances the certificate also has some intermediate certificates that contain its upper level certificates (the ones that the certificate trusts). In this special case you must concatenate all that certificates into a single file on X509 PEM format , ordered from them most local to most global and must have .bundle extension. Example file content with three intermediate
certificates:

-----BEGIN CERTIFICATE-----
....
-----END CERTIFICATE-----
-----BEGIN CERTIFICATE-----
....
-----END CERTIFICATE-----
-----BEGIN CERTIFICATE-----
....
-----END CERTIFICATE-----







Final checks: To ensure our certification chain is valid before we update ioChem-BD certificates, we will run the following command:

iochembd$   openssl verify -CAfile additional.bundle  certificate.crt
certificate.crt : OK





Any different response from previous command except OK should be analyzed and it’s not advised to continue this certificate update procedure until the certification chain is totally valid.



Update process

From now on we will talk about BASE_PATH when we refer to the path where the software has been installed, please replace it for the real full path

We will run the update process with the same user account that runs the software (in this case iochembd), all previous certificate files must also be owned by this user.

We will initially stop the web service:

iochembd$  BASE_PATH/apache-tomcat/bin/shutdown.sh -force





Once the service has stopped, we will copy copy all certificate files inside BASE_PATH/ssl/new folder:

iochembd$  cp certificate.crt    BASE_PATH/ssl/new    #Only file extensions are fixed, filenames can be arbitrary
iochembd$  cp certificate.key    BASE_PATH/ssl/new
iochembd$  cp additional.bundle  BASE_PATH/ssl/new    #Optional file





With the requested files inside the ssl folder, we will launch the tool that replaces self-signed certificates for the new ones.

iochembd$  cd BASE_PATH/updates
iochembd$  ./updater.sh -p ReplaceDomainCertificate






Error

If you get an error retrieving the patch files similar to this one:



Error retrieving patch files on http://www.iochem-bd.org/conversion/updates/ReplaceDomainCertificate/update.tar.gz!
Please contact ioChem-BD development team at: contact@iochem-bd.org






Please replace the update script updater.sh with the latest version from:

https://www.iochem-bd.org/update/updater.sh.



The output of this patch will enumerate all steps performed and which files are backed up and replaced:

16:13:40 [main] INFO  utils.Utils - Running command:[/bin/pgrep, -a, -f, tomcat]
16:13:40 [main] INFO  update.UpdatePatch -      Running update vxxx.ReplaceDomainCertificate
16:13:40 [main] INFO  update.UpdatePatch - Generating pkcs12 certificate file from certs + key
16:13:40 [main] INFO  utils.Utils - Running command:[openssl, pkcs12, -export, -in, /home/user/iochem-bd/ssl/new/cert.crt, -inkey, /home/user/iochem-bd/ssl/new/cert.key, -out, /home/user/iochem-bd/ssl/new/certificate.p12, -name, iochem-bd, -chain, -CAfile, /home/user/iochem-bd/ssl/new/cert.bundle, -caname, root, -passin, pass:changeit, -passout, pass:changeit]
16:13:40 [main] INFO  update.UpdatePatch - Generating keystore from pkcs12 certificate
16:13:40 [main] INFO  utils.Utils - Running command:[keytool, -importkeystore, -deststorepass, changeit, -destkeypass, changeit, -destkeystore, /home/user/iochem-bd/ssl/new/keystore.jks, -srckeystore, /home/user/iochem-bd/ssl/new/certificate.p12, -srcstoretype, PKCS12, -srcstorepass, changeit, -alias, iochem-bd]
16:13:40 [main] INFO  update.UpdatePatch - Replacing keystore with the newly generated one.
16:13:40 [main] INFO  update.UpdatePatch -

End update successfully
16:13:40 [main] INFO  update.UpdateProcess - ioChem-BD updated with patch ReplaceDomainCertificate.





If the result of the update process is successful, we can start the service.

iochembd$    BASE_PATH/apache-tomcat-7.0.37/bin/startup.sh





Once started, we can check that the ioChem-BD service is running with a valid HTTPS certificate, green lock indicates a valid certificate.


[image: Green lock on navigation bar]

Green lock on navigation bar




Important

If an exception raises during the certification replacement process, you can undo the entire process by restoring previous certificates and contact contact@iochem-bd.org reporting your errors
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Purchase a new certificate form a Certification Authority (CA)

In this section we will show the steps necessary to request a certificate to a Certification Authority. In this specific case we will use ssls.com [http://ssls.com] CA to request the certificate, but you can choose any other CA of your choice, the steps will be similar, if not equal.

To buy a certificate we first need to generate a Certificate Request file (CSR). Inside it there will be defined the most relevant data of our certificate (domain to register, institution, city, country, etc).

Then we will submit such CSR file to the CA and after it checks that we own the server of that domain, it will generate and send us the public certificate file(s) to install in our server.


Certificate Request (CSR) generation

You need to run the following commands from the same user account that runs the ioChem-BD software to avoid file permission errors.

First we will move to the ssl/new folder and execute the following commands:

iochembd$  cd BASE_PATH/ssl/new
iochembd$  openssl genrsa -out pkcs1.key 2048
iochembd$  openssl pkcs8 -topk8 -inform PEM -outform PEM -nocrypt -in pkcs1.key -out certificate.key
iochembd$  rm pkcs1.key





Created private key, now go for the certificate request

iochembd$  openssl req -new -key certificate.key -out request.csr

You are about to be asked to enter information that will be incorporated into your certificate request.
What you are about to enter is what is called a Distinguished Name or a DN. There are quite a few fields but you can leave some blank

For some fields there will be a default value, If you hit enter the field will be left blank.
-----

Country Name (2 letter code) [XX]:     ES
State or Province Name (full name) []:     Tarragona
Locality Name (eg, city) [Default City]:    Tarragona
Organization Name (eg, company) [Default Company Ltd]:     Institution of Chemical Research of Catalonia   #Fill with your institution information,
Organizational Unit Name (eg, section) []:     Theoretical Group
Common Name (eg, your name or your servers hostname) []:    iochem-bd.iciq.es                               # Set on Common Name the Domain URL for the certificate
Email Address []:    contact@example.com

Please enter the following extra attributes to be sent with your certificate request

# Leave following fields empty

A challenge password []:
An optional company name []:







Purchasing the certificate


At this point, on BASE_PATH/create/ssl folder there will be:


- a file called request.csr , that is the certificate request file that we will send to the CA and

- a file called certificate.key with the private key of the custom generated certificate.






We must now contact the CA to request the public certificate.

In the page of the CA we will pick a single domain certificate and then add it the basket.

Other type of domain certificate can be select if it better suits your needs, but the single domain one is a cheap solution.



[image: image0]

Once selected, customer can select the number of years that the certificate will last until it expires. The longer expiration date, the less certificate updates have to be performed during time.

[image: image1]

In the next step, the payment method must be filled in

[image: image2]

After the payment has been done, the CA page will display a new certificate in the list, ready to be requested.

[image: image3]

The following page will request to paste the content of the CSR file we have generated, so we will copy paste it including the BEGIN NEW CERTIFICATE REQUEST and the END NEW CERTIFICATE REQUEST lines. Paste CSR file content there.

[image: image4]

On the next page we will choose the “Java Tomcat” option.

[image: image5]

The next page will display the supported domains for this new certificate, please double check this fields are valid.

[image: image6]


Validating domain ownership


The next step is crucial in the certificate generation process. The CA must check that your are the real owner of that domain.

To check it you can choose two validation methods:





	To store an specific file inside your web server, so the CA will later retrieve it, verifying you are the domain owner, instructions here.


	To send you a verification mail to an specific domain email address , further instructions here.







[image: image7]

After deciding the validation method (via file or email), we must finally fill the contact form.

[image: image8]

If you followed the previous steps for validating your certificate, the line of your certificate will now display a green Active button on your account.

[image: image9]


If you click the certificate link, you will be presented a page with the option to download the certificate public keys. We will use this files soon for installing the certificate.

Click on Download option to get public certificate zip file.



[image: image10]




Installing the certificate

Once we have the certificate .zip file we will extract its contents into the BASE_PATH/create/ssl folder

iochembd$  cp iochem-bd.iciq.es.zip BASE_PATH/create/ssl
iochembd$  cd BASE_PATH/create/ssl
iochembd$  unzip iochem-bd.iciq.es.zip





After the extraction you must have on BASE_PATH/create/ssl folder at least the following files:


	A certificate.key file with your private key


	A *.crt file with your public key certificate in X509 PEM format


	An optional *.bundle with the intermediate CA certificates in X509 PEM format




With the following command you can extract.

Now you can follow the instructions from Associate an existing certificate page.
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Undo certificate replacement process

If an exception raises during the certification replacement process, you can undo the entire process by replacing current certificate files for its backup copies.

The process affects the following files:







	File

	Usage





	BASE_PATH/ssl/keystore

	Java keystore used by Apache Tomcat to serve HTTPS encoded content



	BASE_PATH/ssl/truststore

	Java Runtime trusted public certificates keystore






This files are backup before starting the process by appending a timestamp to its name.

To restore them, we will stop the web service and replace the generated files with the latest backup files.

iochembd$  BASE_PATH/apache-tomcat/bin/shutdown.sh -force

iochembd$  cp BASE_PATH/ssl/keystore_161019191826 BASE_PATH/ssl/keystore
iochembd$  cp BASE_PATH/ssl/truststore_161019191826  BASE_PATH/ssl/truststore

iochembd$  BASE_PATH/apache-tomcat/bin/startup.sh





With these steps, our original certificates will be restored and the faulty update process fixed.
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General usage



	How do I reset my password?

	Publication fails with: ' There has been an error retrieving Browse collection structure'...

	Can't login with the shell client
	Check connectivity

	Change your credentials

	Check your system date
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Can’t remember my password, how can I reset it?

On the login form you will see a link on the right hand of the password textbox, you have to click on the Forgot it? link.


[image: Reset password link]

Reset password link



You will be redirected to a form where you must provide your username (your email), after clicking on the I forgot my password button, you will receive a message with instructions to reset your password.
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Publication fails with: ‘ There has been an error retrieving Browse collection structure’…

It can happen the first time we try to publish our calculations in ioChem-BD .

If this message appears:


[image: Missing endpoint where to publish error]

Missing endpoint where to publish error



It is indicating that the user has no communities on the Browse module where to publish to.

You have to contact your ioChem-BD administrator and request:


	To generate a community where to publish your calculations (if it doesn’t already exists),


	then add the user to the community as administator.
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Can’t log in with the shell client

Under certain circumstances, you can have trouble connecting to the Create module with the shell client.


Check connectivity

Please first verify you can reach the Create web server from the host where you run the shell client by using a tool like wget and pointing your ioChem-BD homepage:

user$   wget https://iochem-bd.bsc.es                             # Replace the hostname for your specific ioChem-BD URL
        wget: unable to resolve host address 'iochem-bd.bsc.es'   # This message will indicate you can't reach the server







Change your credentials

If you try to connect multiple times and receive the following messages:

user$   . ./start-rep-shell
        Could not retrieve latest session cookie, please login again.
        Username: user54958@iochem-bd.org
        Password (empty to quit):

        Could not retrieve latest session cookie, please login again.
        Username: user54958@iochem-bd.org
        Password (empty to quit):





It could be due to an incorrect/forgotten password, please change it using the reset password link.



Check your system date

The ioChem-BD login mechanism checks your current system date against the server’s date to avoid login reply attacks.

If your system has an invalid date (future or outdated) the shell client will be unable to validate displaying the following error:

user$   . ./start-rep-shell
user$   Could not retrieve latest session cookie, please login again.
        Username: user54958@iochem-bd.org
        Password (empty to quit):
        Credentials are valid.
        Starting client...
        Client started.

12:00:10.953 [main] ERROR cat.iciq.tcg.labbook.shell.main.ShellClient - Unable to validate ticket [ST-2xxxxxxxxxxxxxxxxxxxxxxxxxxxxxxiochem-bd-bsc]
12:00:10.954 [main] ERROR cat.iciq.tcg.labbook.shell.main.ShellClient - Error login on CREATE web system. Check credentials
12:00:10.954 [main] ERROR cat.iciq.tcg.labbook.shell.Main - Error login on CREATE web system. Check credentials





To fix it, please set your system date (and timezone) to the current, valid value.
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Administration



	Add a new administrator user

	Update platform
	1. Shutdown the server

	2. Perform a backup of the application files and data

	3. Run update script

	4. Start the server





	Configure email service
	Initial checks

	STMP configuration per protocol
	Plain text

	SSL

	STARTTLS









	Set upload limits
	Upload limit types
	Soft limit

	Hard limit

	Notifying users
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Add a new administrator user

To create a new administrator account, you must have shell access to the ioChem-BD installation folder.
Then move to the BASE_PATH/browse/bin subfolder. On this path, type the following command and follow the instructions.

$ cd browse/bin
$ ./dspace create-administrator

Creating an initial administrator account
E-mail address: user@institution.org
First name: Michael
Last name: Knight
Password will not display on screen.
Password: *****
Again to confirm: *****
Is the above data correct? (y or n): y
Administrator account created





Your admin user will then be generated and you will be able to login.
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Update platform

The update process of ioChem-BD is quite straightforward by using an update script bundled with the platform.

Please update as soon as you get the notification [http://eepurl.com/dJDgWI] of new releases to fix bugs and get the latest functionalities.


	Steps to do:

	
	Shutdown the service


	Backup application files and data (run the backup script if you already have it defined)


	Run update script and check process logs


	Start the service








Previous considerations prior updating:



	In the code examples, BASE_PATH is considered the base path where the software is installed


	All operations should be executed by the same linux user that installed and runs the software, unless otherwise advised








1. Shutdown the server

Update process must be performed with the service stopped.

iochembd$  cd BASE_PATH/apache-tomcat/bin
iochembd$  ./shutdown.sh -force
... wait one minute
iochembd$  ps -eaf | grep tomcat
... if there is no running process it has stopped properly otherwise kill the process







2. Perform a backup of the application files and data

Please review backup script page on the documentation for more information about the backup process automation.



3. Run update script


Important

On versions prior v2.0.0, the update script has been updated, please download the new one here [https://www.iochem-bd.org/update/updater.sh] and replace the one inside BASE_PATH/updates folder



Now run the utility:

iochembd$   cd BASE_PATH/updates
iochembd$   ./updater.sh





The update process will start downloading pending patches and applying them one after the other until it reaches latest.

In case you get an error updating the platform, please copy the output text from the update tool and send it to contact@iochem-bd.org, we will contact you as soon as possible to aid you in solving the possible errors in this process. Meanwhile, you can recover the software from the backup copy described in point 2.



4. Start the server

If the update process ended successfully, the patch program will start the server automatically to apply latest updates.

17:01:09.543 [main] INFO  update.UpdatePatch -  Task: Running Ant target : update
17:03:42.600 [main] INFO  utils.SqlRunner -     Running update vxxx.SetCalculationOrdering
17:03:43.073 [main] INFO  update.UpdatePatch -  Task: Updating Browse dspace.cfg file
17:03:43.120 [main] INFO  update.TomcatManager - Starting Apache Tomcat...  <== Server started
17:03:43.128 [main] INFO  utils.Utils - Running command:[/home/iochembd/iochem-bd/apache-tomcat/bin/startup.sh]
17:03:43.128 [main] INFO  update.UpdateProcess - ioChem-BD updated to latest version.
Update process finished.





Otherwise, start it manually with the following commands:

iochembd$   cd *BASE_PATH*/apache-tomcat/bin
iochembd$   ./startup.sh





This will finish the update process of the ioChem-BD platform.
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Configure email service

ioChem-BD can be configured to send reset password emails when the Forgot your password? option is used on the login page. The service also sends notifications to new users with a welcome message and a link to set their password.

To perform these operations, the email service must be properly configured inside ioChem-BD.


Initial checks

Before configuring our service, will check that we can communicate with the mail server on its port. To do so we need the IP or DNS entry where the mail server resides, then the port number where it runs. The most common ones are:



	25: plain communication, no encoding


	465: using SSL protocol


	587: using STARTTLS protocol







The port numbers can change or have different types of protocols running on them, take this only as a guide and always talk with your IT team before configuring the service.

Having the IP or DNS entry, the port and protocol will now check that we have communication through this port. On the server where ioChem-BD resides will run the following telnet command (change the server name and the port to match your server configuration):

$ telnet smtp.gmail.com 465





If the telnet command connects the server, we can assess the connection is enabled and no firewall is blocking our communication, otherwise, the port must be opened on the network side.

Trying XXX.XXX.XXX.XXX...
Connected to smtp.gmail.com.
Escape character is '^]'.

telnet> quit
Connection closed





Now using the nmap command will determine the protocol used in the mail server to communicate:

$  nmap -Pn --script ssl-enum-ciphers -p 465 smtp.gmail.com

 map scan report for smtp.google.com (XXX.XXX.XXX.XXX)
 Host is up (0.000083s latency).

 PORT    STATE SERVICE
 465/tcp open  smtps
 | ssl-enum-ciphers:
 |   TLSv1.0:
 |     ciphers:
 |       TLS_ECDHE_ECDSA_WITH_AES_128_CBC_SHA (ecdh_x25519) - A
 |       TLS_ECDHE_ECDSA_WITH_AES_256_CBC_SHA (ecdh_x25519) - A
 |       TLS_ECDHE_RSA_WITH_AES_128_CBC_SHA (ecdh_x25519) - A
 |       TLS_ECDHE_RSA_WITH_AES_256_CBC_SHA (ecdh_x25519) - A
 |       TLS_RSA_WITH_AES_128_CBC_SHA (rsa 2048) - A
 |       TLS_RSA_WITH_AES_256_CBC_SHA (rsa 2048) - A
 |       TLS_RSA_WITH_3DES_EDE_CBC_SHA (rsa 2048) - C
 |     compressors:
 |       NULL
 |     cipher preference: server
 |     warnings:
 |       64-bit block cipher 3DES vulnerable to SWEET32 attack
 |   TLSv1.1:
 |     ciphers:
 |       TLS_ECDHE_ECDSA_WITH_AES_128_CBC_SHA (ecdh_x25519) - A
 |       TLS_ECDHE_ECDSA_WITH_AES_256_CBC_SHA (ecdh_x25519) - A
 |       TLS_ECDHE_RSA_WITH_AES_128_CBC_SHA (ecdh_x25519) - A
 |       TLS_ECDHE_RSA_WITH_AES_256_CBC_SHA (ecdh_x25519) - A
 |       TLS_RSA_WITH_AES_128_CBC_SHA (rsa 2048) - A
 |       TLS_RSA_WITH_AES_256_CBC_SHA (rsa 2048) - A
 |       TLS_RSA_WITH_3DES_EDE_CBC_SHA (rsa 2048) - C
 |     compressors:
 |       NULL
 |     cipher preference: server
 |     warnings:
 |       64-bit block cipher 3DES vulnerable to SWEET32 attack
 |   TLSv1.2:
 |     ciphers:
 |       TLS_ECDHE_RSA_WITH_AES_128_CBC_SHA (secp256r1) - A
 |       TLS_ECDHE_RSA_WITH_AES_128_CBC_SHA256 (secp256r1) - A
 |       TLS_ECDHE_RSA_WITH_AES_128_GCM_SHA256 (secp256r1) - A
 |       TLS_ECDHE_RSA_WITH_AES_256_CBC_SHA (secp256r1) - A
 |       TLS_ECDHE_RSA_WITH_AES_256_CBC_SHA384 (secp256r1) - A
 |       TLS_ECDHE_RSA_WITH_AES_256_GCM_SHA384 (secp256r1) - A
 |       TLS_ECDHE_RSA_WITH_CHACHA20_POLY1305_SHA256 (secp256r1) - A
 |       TLS_RSA_WITH_AES_128_CBC_SHA (rsa 2048) - A
 |       TLS_RSA_WITH_AES_128_CBC_SHA256 (rsa 2048) - A
 |       TLS_RSA_WITH_AES_128_GCM_SHA256 (rsa 2048) - A
 |       TLS_RSA_WITH_AES_256_CBC_SHA (rsa 2048) - A
 |       TLS_RSA_WITH_AES_256_CBC_SHA256 (rsa 2048) - A
 |       TLS_RSA_WITH_AES_256_GCM_SHA384 (rsa 2048) - A
 |     compressors:
 |       NULL
 |     cipher preference: client
 |_  least strength: A





The command outputs that it is offering the service in different protocols such as TLSv1.0, TLSv1.1, TLSv1.2. Always choose the highest protocol version, in this case, TLSv1.2, the lowest ones are no longer secure.

A different output can indicate that the service is closed/network communication blocked:

$ nmap -Pn --script ssl-enum-ciphers -p 465 smtp.gmail.com

 Starting Nmap 7.80 ( https://nmap.org ) at 2022-01-21 13:54 CET
 Nmap scan report for smtp.gmail.com (XXX.XXX.XXX.XXX)
 Host is up.
 Other addresses for smtp.gmail.com (not scanned): XXXX:XXXXX:XXXX:c07::6c
 rDNS record for XXX.XXX.XXX.XXX: aa-aa-aaaa.aaaaa.aaa

 PORT    STATE    SERVICE
 465/tcp filtered smtps

 Nmap done: 1 IP address (1 host up) scanned in 2.23 seconds





Now, we will apply this information to the configuration files of ioChem-BD.
Edit BASE_PATH/browse/config/dspace.cfg to configure the email service, being BASE_PATH the base folder where ioChem-BD software is installed.

The properties starting with mail. are the ones devoted to this service.

# SMTP mail server
mail.server =

# SMTP mail server authentication username and password (if required)
mail.server.username =
mail.server.password =

# SMTP mail server alternate port (defaults to 25)
mail.server.port =

# From address for mail
mail.from.address =

# Currently limited to one recipient!
feedback.recipient =

# General site administration (Webmaster) e-mail
mail.admin =

# Recipient for server errors and alerts
alert.recipient =

# Recipient for new user registration emails
registration.notify =

# Set the default mail character set. This may be overridden by providing a line
# inside the email template "charset: <encoding>", otherwise this default is used.
mail.charset = UTF-8

# A comma-separated list of hostnames that are allowed to refer browsers to email forms.
# Default behaviour is to accept referrals only from dspace.hostname
mail.allowed.referrers =

mail.extraproperties =





The following configurations are basic guidelines of the configuration, please refer to this javax.mail [https://www.tutorialspoint.com/javamail_api/javamail_api_smtp_servers.htm] reference page to explore further configurations,
most of them will be added to mail.extraproperties property.


Warning

Every modification of the email parameters will require restarting the ioChem-BD service to load the new configuration.





STMP configuration per protocol


	Plain text / no encoding


	SSL


	STARTTLS





Plain text

Edit BASE_PATH/browse/config/dspace.cfg with the following properties:

mail.server.port = 25
#mail.extraproperties =





Comment mail.extraproperties property and set port equals 25. This option is not recommended because all information will travel plain, without encryption.



SSL

Edit BASE_PATH/browse/config/dspace.cfg with the following properties:

mail.server.port = 465
mail.extraproperties = mail.smtp.ssl.protocols=TLSv1.2, \
                   mail.smtp.socketFactory.port=465, \
                   mail.smtp.socketFactory.class=javax.net.ssl.SSLSocketFactory, \
                   mail.smtp.socketFactory.fallback=false





Specify the encryption protocol in the mail.extraproperties appending the  mail.smtp.ssl.protocols with one that the mail server is using.



STARTTLS

Edit BASE_PATH/browse/config/dspace.cfg with the following properties:

mail.server.port = 587
mail.extraproperties = mail.smtp.starttls.enable=true, \
                   mail.smtp.socketFactory.port=587, \
                   mail.smtp.starttls.required=true





If this setup doesn’t work, try to set also the ssl protocol used:

mail.server.port = 587
mail.extraproperties = mail.smtp.starttls.enable=true, \
                   mail.smtp.socketFactory.port=587, \
                   mail.smtp.ssl.protocols=TLSv1.2, \
                   mail.smtp.starttls.required=true





Please contact us at contact@iochem-bd.org for further assistance if you have problems configuring the mail service.
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Set upload limits

The administrator can set size limits to the uploaded files to improve software performance and control disk usage.

Uploading content using the web interface requires the ioChem-BD web server to perform the chemical files format conversion using web server CPUs. This action can become a bottleneck if multiple large output files are uploaded using this method.

The use of the shell client is the recommended method to favour system performance, setting upload limits can favour this choice.


Important

The ioChem-BD platform has a default maximum file size upload limit set to 1GB but output files greater than 100MB should not be uploaded via web interface.



Uploading a file that exceeds the defined size when limitations are set will prompt the following error on the shell client:

$  loadadf -i input.com -o mo3w3o19.fac.opt.res -a large_8gb_file.xtc -n mo3w3o19.fac.opt -d mo3w3o19.fac.opt
    Processing calculation, please wait.
    Problems ocurred during the execution of the command:
    The request was rejected because its size (8192 MB) exceeds the configured maximum (500 MB).





And also to web users:


[image: File size exceeded error form]

The following parameters must be configured on BASE_PATH/create/resource.properties file to enable upload limits, where BASE_PATH is the software installation folder:

upload.max.file.size.soft = -1
upload.max.output.file.size.soft = -1

upload.max.file.size.hard = -1
upload.max.output.file.size.hard = -1

upload.restriction.users.hard =
upload.max.file.size.message =






Upload limit types

There are two types of upload limits: soft and hard. The first is more restrictive than the latest.

By default, all users fall under the soft limitation type. The platform administrator defines the users allowed to use the hard quota.


Soft limit

Related parameters:

upload.max.file.size.soft = -1
upload.max.output.file.size.soft = -1





The first parameter will define the maximum size for any uploaded file in bytes. The second one will define the maximum size for the output files, the one that consumes the server CPU if uploaded via web.
Setting any value to -1 will set it to unlimited.

The following is an example defining a soft limit on all uploaded files greater than 500MB and output files greater than 25 MB.

upload.max.file.size.soft = 524288000               # 500*1024*1024 in bytes
upload.max.output.file.size.soft = 26214400         #  25*1024*1024 in bytes







Hard limit

Under some circumstances, the soft limit can not be enough for some users, so the hard limit is the option to configure:

Related parameters:

upload.max.file.size.hard = -1
upload.max.output.file.size.hard = -1
upload.restriction.users.hard =





The first parameter will define the maximum size for any uploaded file in bytes. The second one will define the maximum size for the output files.
The last parameter is a list of the usernames that have the hard limit enabled, separated by colons (:).

The following is an example defining a hard limit on all uploaded files greater than 2GB, output files greater than 100 MB and assigning these quota limits to users jdoe and dzavala:

upload.max.file.size.hard =  2147483648
upload.max.output.file.size.hard = 104857600
upload.restriction.users.hard = jdoe:dzavala





Setting any limit value to -1 will set it to unlimited.



Notifying users

The last configuration parameter allows customizing the upload error message by appending additional steps, such as informing users on how to request the hard limit.:

upload.max.file.size.message =





An example of the indications message:

upload.max.file.size.message = Please contact with admin1@iochem-bd.org to request an extended upload limit.





The provided message will appear in the warning notifications:

$  loadadf -i input.com -o mo3w3o19.fac.opt.res -a large_8gb_file.xtc -n mo3w3o19.fac.opt -d mo3w3o19.fac.opt
    Processing calculation, please wait.
    Problems ocurred during the execution of the command:
    The request was rejected because its size (8192 MB) exceeds the configured maximum (500 MB).
    Please contact with admin1@iochem-bd.org to request an extended upload limit.






[image: File size exceeded error form]


Warning


	Any modification of these parameters will require to reload its values, it can be done in two ways:

	
	Restarting the ioChem-BD service or


	accessing the refresh global variables url on the Create module: https://BASE_URL/create/admintools/uploadlimits, being BASE_URL the url where ioChem-BD is served.
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Errors



	A ‘User Email is required’ error page appears after login
	Symptoms

	Cause

	Steps to fix it
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A ‘User Email is required’ error page appears after login

This error appears normally during the first login just after installing the ioChem-BD software.


Symptoms

In this case, the user gets the following error message:

User Email is required
Your SSO system is not configured properly to release user email info







Cause

The error is due to a misconfiguration in the machine that runs ioChem-BD software. In this case, the Central Authentication Service (CAS) can’t find its own domain because it’s not defined in /etc/hosts file. This results in missing user profile information right after authentication.



Steps to fix it

The sysadmin of the server running ioChem-BD software must append a line inside /etc/hosts file.

This line must set loopback IP of the machine (127.0.0.1) to the host.hostname parameter defined during installation.

As an example, if ioChem-BD is running on test.iochem-bd.org, the line to add inside /etc/hosts should be the following

127.0.0.1 test.iochem-bd.org





After editing this file, the error will disappear just by reloading the login page or log in again.
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How to use this help?

This WebHelp document can be used in a different way depending on your
purposes. You’re free to navigate it as you like but if you need a rapid
access to specific parts of informations that are contained inside this
webpage. Here are some useful hints:


	“I need to know if an specific section of my quantum chemistry
software is captured by your repository software”

First of all you must check whether your format is implemented, so
you must first look at webhelp main page under Legacy to CML
section if your format is listed there. Then you can continue reading
this paragraph, otherwise you must contact our development team to
code this new calculation format.

Once we know that our format is captured, the fastest approach in
discovering if such section is processed is searching few words from
a line of text of such section in WebHelp Search field (on search
tab).

[image: _images/searchTab.png]
We must avoid capturing numerical values because our search will fail
to find matches, just use alphabetic and symbol characters, p.ex.:
NUCLEAR COORDINATES (ANGSTROMS):, Rotational constants (GHZ),
Spin components of T(2) and E(2) , The second derivative , etc.

Once we’ve searched such value, a list of matches ordered by
relevance will appear:


	If some of the matched templates points to our desired section we
must procede to consult it by clicking on it’s link.

The new page that will appear is a resume of our template, it will
display the most relevant information:

Template name, physical file name, capture start/end regular
expressions among other information. There should be also some
examples of common inputs and it’s converted output as formatted
CML, it will help us in understanding which fields are generated
and not.

On top of this template definition there must be a resume table
that defines it’s implementation level :

[image: _images/implementationLevel.png]
This value will vary depending on current template implementation
status:


	[image: image1]All fields all captured / displayed


	[image: image2]Some fields are captured / displayed


	[image: image3]No field is captured / displayed






	If there are no matches for our section, you can try to find it
directly from Conversion templates : Text to CML section inside
content tab. If even then you don’t find it, you must contact our
development team to code such data extraction template and it’s
visualized fields.






	“I want to view the logic under some fields assignement inside HTML5
templates: charge, multiplicity, calculation type and so on”

The straight way to access such information is to refer calculation
HTML5 conversion related section. To do so we’ll access content tab
and then navigate to HTML report content entry, then we must choose
selected format and later navigate to Page components detail and
then to Header section.
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From chemical codes to CML



	ADF
	nmr
	program.header

	nuclear.coordinates

	nucleus





	dirac
	program.header





	adf
	program.header

	model.parameters
	parameters

	fragment.files

	solvation





	adf.runtype
	geometry

	symmetry





	adf.build

	adf.technical

	adf.computation
	scf

	geometry.cycle





	adf.results
	orbital.energies.spin.zora

	orbital.energies.zora

	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	multipole
	atomic.charges

	atomic.charges.spin

	spin.density





	atomic.charges

	atomic.charges.spin

	spin.density

	dipole.moment

	quadrupole.moment

	s2

	bonding.energy

	sfo.population
	molecular.orbitals





	molecular.orbitals

	excitation.energy





	adf.frequencyanalysis
	masses

	zeropoint

	vibrations

	intensities

	thermochemistry









	quild.module
	program.header

	quild.coord





	logfile

	statistics
	timing





	quild.iteration
	quild.iteration.coord





	process.info

	input.file





	AMS
	RKF binary files

	nmr
	program.header

	nuclear.coordinates

	nucleus





	dirac
	program.header





	adf
	program.header

	model.parameters
	parameters

	fragment.files

	solvation





	adf.runtype

	adf.build

	adf.results
	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	sfo.population





	adf.frequencyanalysis









	Amber
	control

	averages

	results

	timing

	header

	input.file

	gpuinfo

	amber.parm
	atomic.number

	atom.type

	residue

	residue.pointer





	amber.nctraj





	CASTEP
	header

	setup
	cell

	atoms

	symmetry





	parameters

	step

	final
	cell

	mulliken

	enthalpy





	timing

	castep.cell

	castep.geom





	Gaussian
	entering

	l1
	l1.legal

	l1.citation

	l1.end
	l1.version

	l1.options

	l101.title

	l1.keywords

	l1.control









	l101
	l101.title

	l101.qmmm

	l101.zmatvariables

	l101.zmat

	l101.zmatfragment

	l101.zmata

	l101.zmat2

	l101.redundantcoords

	l101.isotope

	l101.isotope2

	l101.modredundant





	l601.anisospin

	l601.popanal
	l4601.occupied

	l4601.virtual

	l601.alphabetaeigen

	l601.orbital.openshell

	l601.orbital.closedshell

	l601.condensed

	mulliken
	l601.mullikenspin





	multipole

	l601.state

	l601.grossorbpop





	l601.polariz

	l601.nonmr

	l601.fermi

	l601.kinetic

	l602.electrostatic

	link1a
	l1.keywords

	l1.control

	l101.title

	l101.redundantcoords

	l101.zmata





	l103
	l103.catchall

	l103.trust

	l103.init

	rfo

	l103.localminsaddle

	l103.deltas

	l103.itemconverge

	l103.optimizedparam

	preddelta
	l103.catchall









	l120

	l120a

	l202
	l202.orient

	l202.distmat

	l202.stoich

	l202.rotconst





	l301
	l301.basis

	l301.basis2

	l301.dispersion

	l301.pcm.nonstandard

	l301.pcm.standard





	l302
	l302.basis

	l302.basis2





	l303.basis

	l401
	l401.orbsym
	l4601.occupied

	l4601.virtual

	l601.state





	l401.alphabeta
	l4601.occupied

	l4601.virtual









	l405

	l502
	l502.cycle

	l502.footer





	l508

	l502.pcm

	l502.footer2

	l701

	l702

	l703

	l716
	l716.dipole

	l716.polarizability

	l716.secondderiv

	l716.forceconstants

	l716.forcematrix
	lowfreq

	l716.diagvib

	l716.freq.chunkx





	l716.forces

	l716.zeropoint

	l716.freq.chunkx

	l716.thermochemistry
	l716.thermochemistry.temperature

	l716.thermochemistry.mass

	l716.thermochemistry.moi

	l716.thermochemistry.top

	l716.thermochemistry.rotsymnum

	l716.thermochemistry.rottemp

	l716.thermochemistry.rotconsts

	l716.thermochemistry.zpe

	l716.thermochemistry.vibtemp





	l716.thermoprops

	l716.irspectrum





	l801

	l804_l906

	l913

	l914
	l914_excitations





	l925

	l1101

	l1102

	l1110

	l1002.minotr

	l122

	l9999.final

	l9999.archive

	l9999.punched

	jobcpu

	link.enter

	leave

	l301
	l301.basis

	l301.basis2

	l301.dispersion

	l301.pcm.nonstandard

	l301.pcm.standard





	l401
	l401.orbsym
	l4601.occupied

	l4601.virtual

	l601.state





	l401.alphabeta
	l4601.occupied

	l4601.virtual









	l50X





	GROMACS
	input.parameters

	hardware

	averages

	steep

	times
	accounting

	summary





	header

	gromacs.input

	gromacs.geometry





	GronOR
	environment

	initialization

	geometry

	calculation

	finalization





	GRRM
	header

	irc

	opt

	final-geometry

	frequencies

	structure

	grrm.input





	LAMMPS
	setup

	geomopt

	steps

	performance

	mpi

	walltime

	header

	lammps.data





	MOLCAS
	module.header

	basisset

	coordinates

	wave.specs

	pcm

	kirkwood

	seward.generate

	wave.printout

	scf-ksdft

	orbital.specs

	orbital.specs.fermi

	ci.expansion

	mixed.ci.coeffs

	caspt2.root

	mulliken
	mulliken.header

	mulliken.charges

	mulliken.spin





	symmetry

	properties
	root

	mol.props





	loprop

	extras

	multicaspt2

	final.caspt2

	spin.orbit
	eigenvalues





	spin.free
	eigenvalues

	strengths





	energy.statistics

	vibrations

	thermochemistry
	zpve





	constraint

	cchc

	atom.expansion

	dynamic.loprop

	molcas.input





	MOPAC
	input.file

	optimization
	geometry

	energies

	jobcpu





	geometry

	energies

	total.time

	input.data

	vibrations

	header





	Orca
	cosmo

	cpcm

	geometry

	brokensym

	vibrations

	enthalpy

	gibbs

	innerenergy

	thermochemistry

	irspectrum

	enthalpy

	casscf

	nevpt2

	orbitalenergies

	mullikenpopulation
	atomiccharges

	atomicchargesspin





	loewdin
	loewdin

	loewdin





	mayer
	mayercharges

	bonds





	quasirestrictedmo

	electricproperties
	dipole

	quadrupole





	natural

	basis

	basisecp

	finalspenergy

	totalenergy

	extrapolate

	scfsettings

	spincontamination

	mp2

	ci
	coupledClusterEnergy

	rhfTriplesCorr

	triplesCorr





	nmr

	tddft
	excitedstates

	absorptionspec





	dftd3

	eprnmr

	optsetup

	header

	input





	QuantumEspresso
	header

	parameters

	lattice

	species

	axes

	pseudopotential

	point.group

	environ

	energies

	ldau

	kpoints

	forces

	magnetic

	eigenvalues

	projwfc

	frequencies

	qespresso.input

	qespresso.absorptionspec

	qespresso.bands

	qespresso.pdos

	qespresso.phonon.input

	qespresso.phonon





	Turbomole
	program

	module
	title

	ricc2

	atomcoord

	population.analysis
	populations

	spin.density





	basisset

	symmetry

	ground.state

	orbitals

	excitation

	totalroots

	cosmo

	electrostatic.moments

	orbitalenergies
	restricted.orbitals
	orbital.line





	orbital.line

	unrestricted.orbitals





	molecular.orbitals.statistics

	s2

	convergence.info

	nuclear.repulsion

	energy

	energy

	zero.point.energy

	zero.point.energy

	fit.pointcharges

	thermochemistry





	program.end

	electrostatic.moments

	turbomole.basis

	turbomole.control
	atoms

	methods

	vibrations
	normal

	spectrum





	dispersion

	soes

	parameters

	orbitals.control
	restrictedorbitals

	unrestrictedorbitals









	turbomole.coord
	coord

	restrictions





	turbomole.energy





	VASP
	generator

	incar
	dimension

	startparameters

	electronic.relaxation

	ionic.relaxation

	exchange.correlation

	atom.info

	dipole

	vcw

	dos





	potcar
	atom.potcar





	lattice

	position

	calculated.position

	vibrations

	energy

	energy2

	energy3

	magnetization

	eigenvalues
	spin

	nospin





	grimmes

	vasp.incar

	vasp.kpoints

	vasp.doscar
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ADF


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	nmr
	program.header

	nuclear.coordinates

	nucleus





	dirac
	program.header





	adf
	program.header

	model.parameters
	parameters

	fragment.files

	solvation





	adf.runtype
	geometry

	symmetry





	adf.build

	adf.technical

	adf.computation
	scf

	geometry.cycle





	adf.results
	orbital.energies.spin.zora

	orbital.energies.zora

	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	multipole
	atomic.charges

	atomic.charges.spin

	spin.density





	atomic.charges

	atomic.charges.spin

	spin.density

	dipole.moment

	quadrupole.moment

	s2

	bonding.energy

	sfo.population
	molecular.orbitals





	molecular.orbitals

	excitation.energy





	adf.frequencyanalysis
	masses

	zeropoint

	vibrations

	intensities

	thermochemistry









	quild.module
	program.header

	quild.coord





	logfile

	statistics
	timing





	quild.iteration
	quild.iteration.coord





	process.info

	input.file
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nmr



	program.header

	nuclear.coordinates

	nucleus





===


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	nmr



	name

	NMR module



	pattern

	\s+\*\s+\|\s+N\sM\sR\s+\|\s+\*.*



	endPattern

	\s*N\s+M\s+R\s+E\s+X\s+I\s+T\s*



	endPattern2

	~



	offset

	-10



	endOffset

	1



	repeat

	*



	xml:base

	nmr/nmr.xml







Comment



 *******************************************************************************
 *                                                                             *
 *  -------------------------------------                                      *
 *   Amsterdam Density Functional  (ADF)         2009.01   September 29th, 2009*
 *  -------------------------------------                                      *
 *                                               Build 200912192153            *
 *                                                                             *
 *                                                                             *
 *                              =================                              *
 *                              |               |                              *
 *                              |     N M R     |                              *
 *                              |               |                              *
 *                              =================                              *
 *                                                                             *
 *                                                                             *
 *   Online information and documentation:  http://www.scm.com                 *
 *   E-mail:  support@scm.com   info@scm.com                                   *
 *                                                                             *
 *   Scientific publications using ADF results must be properly referenced     *
 *   See the User Manuals (or the web site) for recommended citations          *
 *   The terms and conditions of the End User License Agreement apply to       *
 *   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
 *                                                                             *
 *************************  pentium64_linux / hpmpi  ***************************

 NMR 2009.01  RunTime: Sep20-2011 16:34:49

...
               NUCLEAR COORDINATES (ANGSTROMS):
                 --------------------------------

                 C  (  1):       4.7284      2.1304      0.0000
                 O  (  2):       3.3981      2.6699      0.0000
                 O  (  3):       1.6678     -2.3615      2.9062
...


 *******************************************************************************

                             N M R   E X I T






Template definition



<templateList>  <xi:include href="nmr/../program.header.xml" />  <xi:include href="nmr/nuclear.coordinates.xml" />  <xi:include href="nmr/nucleus.xml" />
    </templateList>
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program.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	program.header



	name

	Generic program header



	pattern

	\s*\*\s+Amsterdam\sDensity\sFunctional.*



	pattern2

	\s*\*\s+Amsterdam\sModeling\sSuite.*



	offset

	-3



	endPattern

	.*RunTime.*



	endOffset

	1



	xml:base

	program.header.xml







Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
*  -------------------------------------                                      *
*                                               Build 200708201257            *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     X X X X X     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
****************************  pentium_linux_ifc  ******************************

DIRAC 2007.01  RunTime: Oct16-2008 12:08:11






Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2014                          *
*  -------------------------------------                                      *
*                                               r48167 2015-10-14             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
********************  x86_64_linux_intel / platform_mpi  **********************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2014  RunTime: Mar01-2016 19:27:34  Nodes: 1  Procs: 1






Input



*******************************************************************************
*                                                                             *
*  --------------------------------                                           *
*   Amsterdam Modeling Suite (AMS)              2019.302                      *
*  --------------------------------                                           *
*                                               r80089 2019-12-11             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  https://www.scm.com/support/       *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using AMS results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of AMS, https://www.scm.com/license-terms/                        *
*                                                                             *
***********************  x86_64_linux_intel / openmpi  ************************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2019.302  RunTime: May29-2020 06:12:53  Nodes: 1  Procs: 1






Output text



<comment class="example.output" id="program.header">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">01</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programDate">August 20, 2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">200708201257</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">pentium_linux_ifc</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Oct16-2008 12:08:11</scalar>
       </module>
    </comment>






Output text



<comment class="example.output" id="program.header2">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2014</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r48167</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2015-10-14</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / platform_mpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Mar01-2016 19:27:34</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="program.header3">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2019</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">302</scalar>
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r80089</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2019-12-11</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / openmpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">May29-2020 06:12:53</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*development\sversion\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[\S]+\s+\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s+{I,cc:programVersion}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*development\sversion\s*\*.*" endPattern=".*">    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\.[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s+{I,cc:programVersion}\.{A,cc:programSubversion}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\).*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Build\s*.*" endPattern=".*">    <record id="program">\s*\*\s*Build\s*{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[0-9]+\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s{40,}[\S]+.*\*.*" endPattern=".*">    <record id="program">\s*\*\s{40,}{A,a:compilation}{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*{20,}+\s*\S+\s*.*" endPattern=".*" endOffset="0">    <record id="programFlavour">\s*\*{20,}+\s+{X,cc:programFlavour}\s+\*+.*</record>
            </template>  <template pattern="\s*.*RunTime:.*Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}</record>
            </template>
        </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	nuclear.coordinates



	name

	NMR nuclear coordinates



	pattern

	\s+NUCLEAR\sCOORDINATES\s*\(ANGSTROMS\).*



	endPattern

	.*={20,}.*



	endOffset

	1



	repeat

	*



	xml:base

	nmr/nuclear.coordinates.xml







Input



       NUCLEAR COORDINATES (ANGSTROMS):
   --------------------------------

   C  (  1):       4.7284      2.1304      0.0000
   O  (  2):       3.3981      2.6699      0.0000
   O  (  3):       1.6678     -2.3615      2.9062
   O  (  4):      -3.2967     -2.4238      0.0000
   O  (  5):      -1.7912      2.3132     -2.9097
   O  (  6):      -1.7912      2.3132      2.9097
   O  (  7):       1.6678     -2.3615     -2.9062
   O  (  8):      -0.0281      0.0021      2.6674
   O  (  9):      -0.7233     -2.1541      1.3169
   O  ( 10):       1.5569     -2.1452      0.0000
   O  ( 11):       2.3732     -0.0232      1.4424
   O  ( 12):       0.6437      2.3055      1.4416
   O  ( 13):      -2.2911     -0.0394      1.3174
   O  ( 14):      -0.7233     -2.1541     -1.3169
   O  ( 15):       2.3732     -0.0232     -1.4424
   O  ( 16):      -1.6234      2.1418      0.0000
   O  ( 17):      -2.2911     -0.0394     -1.3174
   O  ( 18):      -0.0281      0.0021     -2.6674
   O  ( 19):       0.6437      2.3055     -1.4416
   O  ( 20):       0.0614      0.0669      0.0000
   Ti ( 21):       1.8539      1.4022      0.0000
   W  ( 22):      -0.9833      1.3894      1.6824
   W  ( 23):      -1.9014     -1.3901      0.0000
   W  ( 24):       1.0249     -1.3118     -1.6819
   W  ( 25):       1.0249     -1.3118      1.6819
   W  ( 26):      -0.9833      1.3894     -1.6824
   H  ( 27):       4.9274      1.5192      0.8941
   H  ( 28):       4.9274      1.5192     -0.8941
   H  ( 29):       5.4260      2.9795      0.0000

==================================================






Output text



<comment class="example.output" id="nuclear.coordinates">
        <module cmlx:lineCount="34" cmlx:templateRef="nuclear.coordinates">
            <molecule id="coordinates.nmr">
                <atomArray>
                    <atom id="a1" elementType="C" x3="4.7284" y3="2.1304" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                    </atom>
                    <atom id="a2" elementType="O" x3="3.3981" y3="2.6699" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a3" elementType="O" x3="1.6678" y3="-2.3615" z3="2.9062">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a4" elementType="O" x3="-3.2967" y3="-2.4238" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a5" elementType="O" x3="-1.7912" y3="2.3132" z3="-2.9097">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a6" elementType="O" x3="-1.7912" y3="2.3132" z3="2.9097">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a7" elementType="O" x3="1.6678" y3="-2.3615" z3="-2.9062">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a8" elementType="O" x3="-0.0281" y3="0.0021" z3="2.6674">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">8</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a9" elementType="O" x3="-0.7233" y3="-2.1541" z3="1.3169">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">9</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a10" elementType="O" x3="1.5569" y3="-2.1452" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">10</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a11" elementType="O" x3="2.3732" y3="-0.0232" z3="1.4424">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">11</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a12" elementType="O" x3="0.6437" y3="2.3055" z3="1.4416">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">12</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a13" elementType="O" x3="-2.2911" y3="-0.0394" z3="1.3174">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">13</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a14" elementType="O" x3="-0.7233" y3="-2.1541" z3="-1.3169">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">14</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a15" elementType="O" x3="2.3732" y3="-0.0232" z3="-1.4424">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">15</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a16" elementType="O" x3="-1.6234" y3="2.1418" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">16</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a17" elementType="O" x3="-2.2911" y3="-0.0394" z3="-1.3174">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">17</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a18" elementType="O" x3="-0.0281" y3="0.0021" z3="-2.6674">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">18</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a19" elementType="O" x3="0.6437" y3="2.3055" z3="-1.4416">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">19</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a20" elementType="O" x3="0.0614" y3="0.0669" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">20</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a21" elementType="Ti" x3="1.8539" y3="1.4022" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">21</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">22</scalar>
                    </atom>
                    <atom id="a22" elementType="W" x3="-0.9833" y3="1.3894" z3="1.6824">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">22</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a23" elementType="W" x3="-1.9014" y3="-1.3901" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">23</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a24" elementType="W" x3="1.0249" y3="-1.3118" z3="-1.6819">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">24</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a25" elementType="W" x3="1.0249" y3="-1.3118" z3="1.6819">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">25</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a26" elementType="W" x3="-0.9833" y3="1.3894" z3="-1.6824">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">26</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a27" elementType="H" x3="4.9274" y3="1.5192" z3="0.8941">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">27</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                    </atom>
                    <atom id="a28" elementType="H" x3="4.9274" y3="1.5192" z3="-0.8941">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">28</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                    </atom>
                    <atom id="a29" elementType="H" x3="5.426" y3="2.9795" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">29</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                    </atom>
                </atomArray>
                <formula formalCharge="0" concise="C 1 H 3 O 19 Ti 1 W 5">
                    <atomArray elementType="C H O Ti W" count="1.0 3.0 19.0 1.0 5.0" />
                </formula>
                <bondArray>
                    <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
                    <bond atomRefs2="a1 a27" id="a1_a27" order="S" />
                    <bond atomRefs2="a1 a28" id="a1_a28" order="S" />
                    <bond atomRefs2="a1 a29" id="a1_a29" order="S" />
                    <bond atomRefs2="a2 a21" id="a2_a21" order="S" />
                    <bond atomRefs2="a3 a25" id="a3_a25" order="S" />
                    <bond atomRefs2="a4 a23" id="a4_a23" order="S" />
                    <bond atomRefs2="a5 a26" id="a5_a26" order="S" />
                    <bond atomRefs2="a6 a22" id="a6_a22" order="S" />
                    <bond atomRefs2="a7 a24" id="a7_a24" order="S" />
                    <bond atomRefs2="a8 a22" id="a8_a22" order="S" />
                    <bond atomRefs2="a8 a25" id="a8_a25" order="S" />
                    <bond atomRefs2="a9 a23" id="a9_a23" order="S" />
                    <bond atomRefs2="a9 a25" id="a9_a25" order="S" />
                    <bond atomRefs2="a10 a24" id="a10_a24" order="S" />
                    <bond atomRefs2="a10 a25" id="a10_a25" order="S" />
                    <bond atomRefs2="a11 a21" id="a11_a21" order="S" />
                    <bond atomRefs2="a11 a25" id="a11_a25" order="S" />
                    <bond atomRefs2="a12 a21" id="a12_a21" order="S" />
                    <bond atomRefs2="a12 a22" id="a12_a22" order="S" />
                    <bond atomRefs2="a13 a22" id="a13_a22" order="S" />
                    <bond atomRefs2="a13 a23" id="a13_a23" order="S" />
                    <bond atomRefs2="a14 a23" id="a14_a23" order="S" />
                    <bond atomRefs2="a14 a24" id="a14_a24" order="S" />
                    <bond atomRefs2="a15 a21" id="a15_a21" order="S" />
                    <bond atomRefs2="a15 a24" id="a15_a24" order="S" />
                    <bond atomRefs2="a16 a22" id="a16_a22" order="S" />
                    <bond atomRefs2="a16 a26" id="a16_a26" order="S" />
                    <bond atomRefs2="a17 a23" id="a17_a23" order="S" />
                    <bond atomRefs2="a17 a26" id="a17_a26" order="S" />
                    <bond atomRefs2="a18 a24" id="a18_a24" order="S" />
                    <bond atomRefs2="a18 a26" id="a18_a26" order="S" />
                    <bond atomRefs2="a19 a21" id="a19_a21" order="S" />
                    <bond atomRefs2="a19 a26" id="a19_a26" order="S" />
                    <bond atomRefs2="a20 a21" id="a20_a21" order="S" />
                    <bond atomRefs2="a20 a22" id="a20_a22" order="S" />
                    <bond atomRefs2="a20 a23" id="a20_a23" order="S" />
                    <bond atomRefs2="a20 a24" id="a20_a24" order="S" />
                    <bond atomRefs2="a20 a25" id="a20_a25" order="S" />
                    <bond atomRefs2="a20 a26" id="a20_a26" order="S" />
                    <bond atomRefs2="a21 a22" id="a21_a22" order="S" />
                    <bond atomRefs2="a21 a24" id="a21_a24" order="S" />
                    <bond atomRefs2="a21 a25" id="a21_a25" order="S" />
                    <bond atomRefs2="a21 a26" id="a21_a26" order="S" />
                    <bond atomRefs2="a22 a23" id="a22_a23" order="S" />
                    <bond atomRefs2="a22 a25" id="a22_a25" order="S" />
                    <bond atomRefs2="a22 a26" id="a22_a26" order="S" />
                    <bond atomRefs2="a23 a24" id="a23_a24" order="S" />
                    <bond atomRefs2="a23 a25" id="a23_a25" order="S" />
                    <bond atomRefs2="a23 a26" id="a23_a26" order="S" />
                    <bond atomRefs2="a24 a25" id="a24_a25" order="S" />
                    <bond atomRefs2="a24 a26" id="a24_a26" order="S" />
                </bondArray>
                <property dictRef="cml:molmass">
                    <scalar dataType="xsd:double" units="unit:dalton">1286.09012</scalar>
                </property>
            </molecule>
        </module>
    </comment>






Template definition



<record repeat="3" />
<record id="atom" makeArray="true" repeat="*">{A,cc:elementType}\({I,cc:serial}\):{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
<transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="coordinates.nmr" />
<transform process="pullup" xpath=".//cml:molecule[@id='coordinates.nmr']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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nucleus


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	nucleus



	name

	NMR nucleus



	pattern

	.*N\sU\sC\sL\sE\sU\sS\s:.*



	endPattern

	\s*#{50,}\s*



	endPattern2

	\s?\*{50,}\s*



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	nmr/nucleus.xml







Input



****  N U C L E U S : W(23)
...
================================================================================


=== SCALED: PARAMAGNETIC NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =  -7015.324

================================================================================


=== SCALED: DIAMAGNETIC NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   9657.458

================================================================================

=== SCALED: SPIN-ORBIT NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   -162.648
================================================================================


=== SCALED: TOTAL NMR SHIELDING TENSOR (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   2479.486

################################################################################
********************************************************************************
****  N U C L E U S : W(22)
...
=== SCALED: PARAMAGNETIC NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =  -7001.298

================================================================================

=== SCALED: DIAMAGNETIC NMR SHIELDING TENSORS (ppm)
                         ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   9657.950

================================================================================

=== SCALED: SPIN-ORBIT NMR SHIELDING TENSORS (ppm)
...
                         ***********************************
                        CARTESIAN AXIS REPRESENTATION

                        isotropic shielding =   -167.181

================================================================================

=== SCALED: TOTAL NMR SHIELDING TENSOR (ppm)

                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   2489.471

################################################################################






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<record id="nucleus">.*N\sU\sC\sL\sE\sU\sS\s:{A,cc:elementType}\({X,a:nucleus}\)\s*</record>
<templateList>  <template id="paramagnetic" pattern="\s*===(\s(UN)?SCALED:)?\s*PARAMAGNETIC\sNMR\sSHIELDING\sTENSORS\s\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern=".*total\sparamagnetic\stensor.*" endPattern="\s+\*{20,}+\s*">        <record repeat="6" />        <record id="paramagnetic">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>  <template id="diamagnetic" pattern="\s*===(\s(UN)?SCALED:)?\s*DIAMAGNETIC\sNMR\sSHIELDING\sTENSORS\s\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern=".*total\sdiamagnetic(\sNMR)?\stensor.*" endPattern="\s+\*{20,}+\s*">        <record repeat="6" />        <record id="diamagnetic">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>  <template id="spinorbit" pattern="\s*===(\s(UN)?SCALED:)?\s*SPIN-ORBIT\sNMR\sSHIELDING\sTENSORS\s\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern=".*total\sspin-orbit\stensor.*" endPattern="\s+\*{20,}+\s*">        <record repeat="6" />        <record id="shielding">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>  <template id="total" pattern="\s*===(\s(UN)?SCALED:)?\s*TOTAL\sNMR\sSHIELDING\sTENSOR\s*\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern="\s*isotropic(\sshielding)?.*" endPattern=".*">        <record id="shielding">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>
    </templateList>
<transform process="pullup" repeat="2" xpath=".//cml:scalar" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='a:shielding']" value="nonsi2:ppm" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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dirac



	program.header








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	dirac



	name

	Dirac module



	pattern

	\s+\*\s+\|\s+D\sI\sR\sA\sC\s+\|\s+\*.*



	endPattern

	\s*D\s+I\s+R\s+A\s+C\s+E\s+X\s+I\s+T\s*



	offset

	-10



	endOffset

	1



	repeat

	*



	xml:base

	dirac/dirac.xml







Comment



 *******************************************************************************
 *                                                                             *
 *  -------------------------------------                                      *
 *   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
 *  -------------------------------------                                      *
 *                                               Build 200708201257            *
 *                                                                             *
 *                                                                             *
 *                            =====================                            *
 *                            |                   |                            *
 *                            |     D I R A C     |                            *
 *                            |                   |                            *
 *                            =====================                            *
 *                                                                             *
 *                                                                             *
 *   Online information and documentation:  http://www.scm.com                 *
 *   E-mail:  support@scm.com   info@scm.com                                   *
 *                                                                             *
 *   Scientific publications using ADF results must be properly referenced     *
 *   See the User Manuals (or the web site) for recommended citations          *
 *   The terms and conditions of the End User License Agreement apply to       *
 *   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
 *                                                                             *
 ****************************  pentium_linux_ifc  ******************************

 DIRAC 2007.01  RunTime: Oct17-2008 16:16:47

...

 *******************************************************************************

                             D I R A C   E X I T






Template definition



<templateList>  <xi:include href="dirac/../program.header.xml" />
        </templateList>
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program.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	program.header



	name

	Generic program header



	pattern

	\s*\*\s+Amsterdam\sDensity\sFunctional.*



	pattern2

	\s*\*\s+Amsterdam\sModeling\sSuite.*



	offset

	-3



	endPattern

	.*RunTime.*



	endOffset

	1



	xml:base

	program.header.xml







Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
*  -------------------------------------                                      *
*                                               Build 200708201257            *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     X X X X X     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
****************************  pentium_linux_ifc  ******************************

DIRAC 2007.01  RunTime: Oct16-2008 12:08:11






Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2014                          *
*  -------------------------------------                                      *
*                                               r48167 2015-10-14             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
********************  x86_64_linux_intel / platform_mpi  **********************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2014  RunTime: Mar01-2016 19:27:34  Nodes: 1  Procs: 1






Input



*******************************************************************************
*                                                                             *
*  --------------------------------                                           *
*   Amsterdam Modeling Suite (AMS)              2019.302                      *
*  --------------------------------                                           *
*                                               r80089 2019-12-11             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  https://www.scm.com/support/       *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using AMS results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of AMS, https://www.scm.com/license-terms/                        *
*                                                                             *
***********************  x86_64_linux_intel / openmpi  ************************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2019.302  RunTime: May29-2020 06:12:53  Nodes: 1  Procs: 1






Output text



<comment class="example.output" id="program.header">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">01</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programDate">August 20, 2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">200708201257</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">pentium_linux_ifc</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Oct16-2008 12:08:11</scalar>
       </module>
    </comment>






Output text



<comment class="example.output" id="program.header2">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2014</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r48167</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2015-10-14</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / platform_mpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Mar01-2016 19:27:34</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="program.header3">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2019</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">302</scalar>
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r80089</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2019-12-11</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / openmpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">May29-2020 06:12:53</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*development\sversion\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[\S]+\s+\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s+{I,cc:programVersion}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*development\sversion\s*\*.*" endPattern=".*">    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\.[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s+{I,cc:programVersion}\.{A,cc:programSubversion}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\).*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Build\s*.*" endPattern=".*">    <record id="program">\s*\*\s*Build\s*{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[0-9]+\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s{40,}[\S]+.*\*.*" endPattern=".*">    <record id="program">\s*\*\s{40,}{A,a:compilation}{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*{20,}+\s*\S+\s*.*" endPattern=".*" endOffset="0">    <record id="programFlavour">\s*\*{20,}+\s+{X,cc:programFlavour}\s+\*+.*</record>
            </template>  <template pattern="\s*.*RunTime:.*Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}</record>
            </template>
        </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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adf



	program.header

	model.parameters
	parameters

	fragment.files

	solvation





	adf.runtype
	geometry

	symmetry





	adf.build

	adf.technical

	adf.computation
	scf

	geometry.cycle





	adf.results
	orbital.energies.spin.zora

	orbital.energies.zora

	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	multipole
	atomic.charges

	atomic.charges.spin

	spin.density





	atomic.charges

	atomic.charges.spin

	spin.density

	dipole.moment

	quadrupole.moment

	s2

	bonding.energy

	sfo.population
	molecular.orbitals





	molecular.orbitals

	excitation.energy





	adf.frequencyanalysis
	masses

	zeropoint

	vibrations

	intensities

	thermochemistry









===


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	adf



	name

	ADF module



	pattern

	\s+\*\s+\|\s+A\sD\sF\s+\|\s+\*.*



	endPattern

	\s*A\s+D\s+F\s+E\s+X\s+I\s+T\s*



	offset

	-10



	endOffset

	1



	repeat

	*



	xml:base

	adf/adf.xml







Comment



 *******************************************************************************
 *                                                                             *
 *  -------------------------------------                                      *
 *   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
 *  -------------------------------------                                      *
 *                                               Build 200708201257            *
 *                                                                             *
 *                                                                             *
 *                              =================                              *
 *                              |               |                              *
 *                              |     A D F     |                              *
 *                              |               |                              *
 *                              =================                              *
 *                                                                             *
 *                                                                             *
 *   Online information and documentation:  http://www.scm.com                 *
 *   E-mail:  support@scm.com   info@scm.com                                   *
 *                                                                             *
 *   Scientific publications using ADF results must be properly referenced     *
 *   See the User Manuals (or the web site) for recommended citations          *
 *   The terms and conditions of the End User License Agreement apply to       *
 *   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
 *                                                                             *
 ****************************  pentium_linux_ifc  ******************************

 ADF 2007.01  RunTime: Oct17-2008 16:16:48
 Oxygen (TZP, 1s frozen)
...

(INIT)
...

                                      ************************************
                                      *  R U N   T Y P E : SINGLE POINT  *
                                      ************************************
...
                                      *********************************************
                                      *  R U N   T Y P E : GEOMETRY OPTIMIZATION  *
                                      *********************************************
...
                                      ****************************************
                                      *  B U I L D : (Fragments, Functions)  *
                                      ****************************************
...
                                      ***********************
                                      *  T E C H N I C A L  *
                                      ***********************
...
                                      ***************************
                                      *  C O M P U T A T I O N  *
                                      ***************************
...
                                      *******************
                                      *  R E S U L T S  *
                                      *******************
...
                                      ******************************************
                                      *  F R E Q U E N C Y    A N A L Y S I S  *
                                      ******************************************

 *******************************************************************************

                             A D F   E X I T






Template definition



<templateList>  <xi:include href="adf/../program.header.xml" />  <xi:include href="adf/init/modelparameters/model.parameters.xml" />  <xi:include href="adf/runtype/runtype.xml" />  <xi:include href="adf/build/build_fragments.xml" />  <xi:include href="adf/technical/technical.xml" />  <xi:include href="adf/computation/computation.xml" />  <xi:include href="adf/results/results.xml" />  <xi:include href="adf/frequencyanalysis/frequencyanalysis.xml" />
    </templateList>
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program.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	program.header



	name

	Generic program header



	pattern

	\s*\*\s+Amsterdam\sDensity\sFunctional.*



	pattern2

	\s*\*\s+Amsterdam\sModeling\sSuite.*



	offset

	-3



	endPattern

	.*RunTime.*



	endOffset

	1



	xml:base

	program.header.xml







Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
*  -------------------------------------                                      *
*                                               Build 200708201257            *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     X X X X X     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
****************************  pentium_linux_ifc  ******************************

DIRAC 2007.01  RunTime: Oct16-2008 12:08:11






Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2014                          *
*  -------------------------------------                                      *
*                                               r48167 2015-10-14             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
********************  x86_64_linux_intel / platform_mpi  **********************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2014  RunTime: Mar01-2016 19:27:34  Nodes: 1  Procs: 1






Input



*******************************************************************************
*                                                                             *
*  --------------------------------                                           *
*   Amsterdam Modeling Suite (AMS)              2019.302                      *
*  --------------------------------                                           *
*                                               r80089 2019-12-11             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  https://www.scm.com/support/       *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using AMS results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of AMS, https://www.scm.com/license-terms/                        *
*                                                                             *
***********************  x86_64_linux_intel / openmpi  ************************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2019.302  RunTime: May29-2020 06:12:53  Nodes: 1  Procs: 1






Output text



<comment class="example.output" id="program.header">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">01</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programDate">August 20, 2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">200708201257</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">pentium_linux_ifc</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Oct16-2008 12:08:11</scalar>
       </module>
    </comment>






Output text



<comment class="example.output" id="program.header2">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2014</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r48167</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2015-10-14</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / platform_mpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Mar01-2016 19:27:34</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="program.header3">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2019</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">302</scalar>
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r80089</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2019-12-11</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / openmpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">May29-2020 06:12:53</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*development\sversion\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[\S]+\s+\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s+{I,cc:programVersion}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*development\sversion\s*\*.*" endPattern=".*">    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\.[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s+{I,cc:programVersion}\.{A,cc:programSubversion}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\).*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Build\s*.*" endPattern=".*">    <record id="program">\s*\*\s*Build\s*{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[0-9]+\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s{40,}[\S]+.*\*.*" endPattern=".*">    <record id="program">\s*\*\s{40,}{A,a:compilation}{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*{20,}+\s*\S+\s*.*" endPattern=".*" endOffset="0">    <record id="programFlavour">\s*\*{20,}+\s+{X,cc:programFlavour}\s+\*+.*</record>
            </template>  <template pattern="\s*.*RunTime:.*Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}</record>
            </template>
        </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	model.parameters



	name

	Model parameters section



	pattern

	\s+M\sO\sD\sE\sL\s+P\sA\sR\sA\sM\sE\sT\sE\sR\sS\s*



	endPattern

	\s*$\s*={5,}+\s*



	endPattern2

	\s*\*{10,}+\s*



	endPattern3

	~



	offset

	-1



	xml:base

	adf/init/modelparameters/model.parameters.xml







Comment



 ===============================
 M O D E L   P A R A M E T E R S
 ===============================

 Fragment File(s)
 ----------------
...

 SOLVATION
 -------------------------------------------
...






Template definition



<templateList>  <xi:include href="init/modelparameters/parameters.xml" />  <xi:include href="init/modelparameters/fragment.files.xml" />  <xi:include href="init/modelparameters/solvation.xml" />
    </templateList>
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	parameters



	name

	Model parameters



	pattern

	\s*DENSITY\sFUNCTIONAL\sPOTENTIAL.*



	endPattern

	\s*$\s*



	endPattern2

	\s*SOLVATION\s*



	endOffset

	0



	repeat

	*



	xml:base

	init/modelparameters/parameters.xml







Input



DENSITY FUNCTIONAL POTENTIAL (scf)
   LDA:                               VWN
   Gradient Corrections:              Becke88 Perdew86                        == Not Default ==

SPIN  (restricted / unrestr.)
   Molecule:                          Restricted

OTHER ASPECTS
   Relativistic Corrections:          scalar (ZORA,SAPA)                       *** SPECIAL ***

   Nuclear Charge Density Model:      Point Charge Nuclei
   Core Treatment:                    Frozen Orbital(s)

   Electric Field:                    ---

   Hyperfine or Zeeman Interaction:   ---






Output text



<comment class="example.output" id="parameters">
        <module cmlx:lineCount="17" cmlx:templateRef="parameters">
          <scalar id="method" dictRef="cc:method" dataType="xsd:string">DFT</scalar>
          <list cmlx:lineCount="3" cmlx:templateRef="scf">
            <scalar dataType="xsd:string" dictRef="cc:functional">VWN</scalar>
            <scalar dataType="xsd:string" dictRef="cc:functional">Becke88 Perdew86</scalar>
          </list>
          <list cmlx:lineCount="3" cmlx:templateRef="spin">
            <scalar dataType="xsd:string" dictRef="cc:spinMolecule">Restricted</scalar>
            <scalar dataType="xsd:string" dictRef="cc:spinFragments">Restricted</scalar>
          </list>
          <list cmlx:lineCount="9" cmlx:templateRef="other"> OTHER ASPECTS
            <scalar dataType="xsd:string" dictRef="a:relcor">scalar (ZORA,SAPA)</scalar>
            <scalar dataType="xsd:string" dictRef="a:densityMode">Point Charge Nuclei</scalar>
            <scalar dataType="xsd:string" dictRef="a:coretreat">Frozen Orbital(s)</scalar>
           </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="scf" pattern="\s*DENSITY\sFUNCTIONAL\sPOTENTIAL\s\(scf\).*" endPattern="\s*">    <record repeat="1" />    <record id="functional">.*:{X,cc:functional}</record>    <record id="gradient">\s*Gradient\sCorrections:\s+{X,cc:functional}\s*\=\=\s*Not Default\s*\=\=\s*</record>    <transform process="addChild" xpath="." position="1" elementName="cml:scalar" id="method" dictRef="cc:method" value="DFT" />
        </template>  <template id="spin" pattern="\s*SPIN.*" endPattern="\s*" endPattern2="~">    <record repeat="1" />    <record id="molecule">\s*Molecule:\s*{A,cc:spinMolecule}.*</record>    <templateList>      <template pattern="\s*Fragments:.*" endPattern=".*" endPattern2="~">        <record id="fragments">\s*Fragments:\s*{A,cc:spinFragments}.*</record>
                </template>
            </templateList>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:spinFragments']" />
        </template>  <template id="other" pattern="\s*OTHER\sASPECTS.*" endPattern="~">    <templateList>      <template pattern="\s*Relativistic\sCorrections.*" endPattern=".*" endPattern2="~">        <record>\s*Relativistic\sCorrections:{X,a:relcor}\*\*\*\s*SPECIAL\s*\*\*\*\s*</record>
                 </template>      <template pattern="\s*Nuclear\sCharge\sDensity\sModel.*" endPattern=".*" endPattern2="~">        <record>\s*Nuclear\sCharge\sDensity\sModel:{X,a:densityMode}</record>
                 </template>      <template pattern="\s*Core\sTreatment.*" endPattern=".*" endPattern2="~">        <record>\s*Core\sTreatment:{X,a:coretreat}</record>
                 </template>      <template pattern="\s*Electric\sField.*" endPattern=".*" endPattern2="~">        <record>\s*Electric\sField:{X,a:electricField}</record>
                 </template>      <template pattern="\s*Hyperfine\sor\sZeeman\sInteraction.*" endPattern=".*" endPattern2="~">        <record>\s*Hyperfine\sor\sZeeman\sInteraction:{X,a:zeeman}</record>
                 </template>
            </templateList>
        </template>
    </templateList>
<transform process="moveRelative" xpath=".//cml:scalar[@dictRef='cc:method']" to=".//cml:list" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='other']/cml:module/cml:scalar" />
<transform process="delete" xpath=".//cml:scalar[text()='---']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="createList" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	fragment.files



	name

	Fragment files section



	pattern

	\s+Fragment\sFile\(s\).*



	endPattern

	\s*



	endOffset

	1



	repeat

	*



	xml:base

	init/modelparameters/fragment.files.xml







Input



Fragment File(s)
----------------
Lu:
        file : t21.Lu.5p
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:15  Nodes: 1  Procs: 1
        title: Lutetium (TZP, 5p frozen)
N:
        file : t21.N.1s
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:16  Nodes: 1  Procs: 1
        title: Nitrogen (TZP, 1s frozen)
H:
        file : t21.H
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:17  Nodes: 1  Procs: 1
        title: Hydrogen (TZP)
C:
        file : t21.C.1s
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:16  Nodes: 1  Procs: 1
        title: Carbon (TZP, 1s frozen)






Input



Fragment File(s)
----------------
W:
        file : t21.W.4d
        jobid: ADF 2007.01  RunTime: Oct16-2008 12:08:13
        title: Tungsten (TZP, 4d frozen)
V:
        file : t21.V.2p
        jobid: ADF 2007.01  RunTime: Oct16-2008 12:08:14
        title: Vanadium (TZP, 2p frozen)
O:
        file : t21.O.1s
        jobid: ADF 2007.01  RunTime: Oct16-2008 12:08:12
        title: Oxygen (TZP, 1s frozen)






Output text



<comment class="example.output" id="fragment.files">
        <module cmlx:lineCount="18" cmlx:templateRef="fragment.files">
            <module cmlx:lineCount="18" cmlx:templateRef="fragment.files">
              <list cmlx:templateRef="elementType">
                <atom elementType="Lu" id="a1">
                  <scalar dataType="xsd:string" dictRef="a:file">t21.Lu.5p</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:15</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Lutetium</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:contraction">5p</scalar>
                </atom>
              </list>
            </module>
            <module cmlx:lineCount="4" cmlx:templateRef="atom">
              <list cmlx:templateRef="elementType">
                <atom elementType="N" id="a1">
                  <scalar dataType="xsd:string" dictRef="a:file">t21.N.1s</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:16</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Nitrogen</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:contraction">1s</scalar>
                </atom>
              </list>
            </module>
            <module cmlx:lineCount="4" cmlx:templateRef="atom">
              <list cmlx:templateRef="elementType">
                <atom elementType="H" id="a1">
                  <scalar dataType="xsd:string" dictRef="a:file">t21.H</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:17</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Hydrogen</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                </atom>
              </list>
            </module>
            <module cmlx:lineCount="4" cmlx:templateRef="atom">
              <list cmlx:templateRef="elementType">
                <atom elementType="C" id="a1">
                  <scalar dataType="xsd:string" dictRef="a:file">t21.C.1s</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:16</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Carbon</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:contraction">1s</scalar>
                </atom>
              </list>
            </module>
          </module>
    </comment>






Output text



<comment class="example.output" id="fragment.files2">
        <module cmlx:lineCount="14" cmlx:templateRef="fragment.files">
          <module cmlx:lineCount="4" cmlx:templateRef="atom">
           <list cmlx:templateRef="elementType">
            <atom elementType="W" id="a1">
             <scalar dataType="xsd:string" dictRef="a:file">t21.W.4d</scalar>
             <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2007.01</scalar>
             <scalar dataType="xsd:string" dictRef="cc:runtime">Oct16-2008 12:08:13</scalar>
             <scalar dataType="xsd:string" dictRef="cc:elementName">Tungsten</scalar>
             <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
             <scalar dataType="xsd:string" dictRef="cc:contraction">4d</scalar>
            </atom>
           </list>
          </module>
          <module cmlx:lineCount="4" cmlx:templateRef="atom">
           <list cmlx:templateRef="elementType">
            <atom elementType="V" id="a1">
             <scalar dataType="xsd:string" dictRef="a:file">t21.V.2p</scalar>
             <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2007.01</scalar>
             <scalar dataType="xsd:string" dictRef="cc:runtime">Oct16-2008 12:08:14</scalar>
             <scalar dataType="xsd:string" dictRef="cc:elementName">Vanadium</scalar>
             <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
             <scalar dataType="xsd:string" dictRef="cc:contraction">2p</scalar>
            </atom>
           </list>
          </module>
          <module cmlx:lineCount="4" cmlx:templateRef="atom">
           <list cmlx:templateRef="elementType">
            <atom elementType="O" id="a1">
             <scalar dataType="xsd:string" dictRef="a:file">t21.O.1s</scalar>
             <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2007.01</scalar>
             <scalar dataType="xsd:string" dictRef="cc:runtime">Oct16-2008 12:08:12</scalar>
             <scalar dataType="xsd:string" dictRef="cc:elementName">Oxygen</scalar>
             <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
             <scalar dataType="xsd:string" dictRef="cc:contraction">1s</scalar>
            </atom>
           </list>
          </module>
         </module>
    </comment>






Template definition



<record repeat="2" />
<templateList>  <template id="atom" pattern="\s*\S+:\s*" endPattern="\s*\S+:\s*" endPattern2="\s*" endOffset="0" repeat="*">    <record id="elementType">\s*{A,cc:elementType}\:\s*</record>    <record id="file">\s*file\s:{X,a:file}\s*</record>    <templateList>      <template pattern="\s*jobid:.*RunTime.*Nodes:.*Procs:.*" endPattern=".*">        <record id="jobid">\s*jobid:{X,cc:jobname}\s*RunTime:{X,cc:runtime}Nodes:{I,cc:nodes}Procs:{I,cc:processors}\s*</record>
                </template>      <template pattern="\s*jobid:.*RunTime((?!Nodes|Procs).)*" endPattern=".*">        <record id="jobid">\s*jobid:{X,cc:jobname}\s*RunTime:{X,cc:runtime}\s*</record>
                </template>      <template pattern="\s*title:.*\([^,]+\)\s*" endPattern=".*" endPattern2="~">        <record id="title">\s*title:{A,cc:elementName}\({X,cc:basis}\)\s*</record>
                </template>      <template pattern="\s*title:.*\(.*\)\s*" endPattern=".*" endPattern2="~">        <record id="title">\s*title:{A,cc:elementName}\({A,cc:basis},{X,cc:contraction}\s+frozen\)\s*</record>
                </template>
            </templateList>    <transform process="createAtom" xpath=".//cml:scalar[@dictRef='cc:elementType']" />    <transform process="move" xpath=".//cml:scalar" to=".//cml:atom" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	solvation



	name

	ADF Init solvation parameters



	pattern

	\s*SOLVATION.*$\-\-\-.*



	endPattern

	\s*$\-\-\-.*



	endOffset

	1



	repeat

	*



	xml:base

	init/modelparameters/solvation.xml







Input



 SOLVATION
-------------------------------------------

  The Solvent-Excluding surface is calculated

       Division Level for Surface Triangles (NDIV)                  5
       Final Division Level for Triangles (NFDIV)                   1
       Radius of the Solvent (RSOL)                           1.40000 angstr
       Minimum Radius for new sphere (RMINSOLV)               0.50000 angstr
       Overlapping Factor (OFAC)                              0.80000
       New spheres will be assigned to the initials using ASSG1

  Dielectric Constant (EPSL)                                 78.40000

       COSMO equation is solved iteratively-               conjugate-gradient

       Maximun of Iterations for Charges (NCIX)                  1000
       Criterion for Charge convergence (CCNV)                1.0E-10

  Geometry-dependent empirical factor                         0.00000

  COSMO charges included variationally in SCF

       COSMO started at end of SCF

  C-Matrix calculated in cspmtx

  In cspmtx, C-Matrix calculated using fitted potential

-------------------------------------------






Output text



<comment class="example.output" id="solvation">
        <module cmlx:lineCount="30" cmlx:templateRef="solvation">
          <list id="cosmo">
                <scalar dataType="xsd:integer" dictRef="a:ndiv">5</scalar>
                <scalar dataType="xsd:integer" dictRef="a:nfdiv">1</scalar>
                <scalar dataType="xsd:double" dictRef="a:rsol" units="nonsi:angstrom">1.4</scalar>
                <scalar dataType="xsd:double" dictRef="a:rminsolv" units="nonsi:angstrom">0.5</scalar>
                <scalar dataType="xsd:double" dictRef="a:ofac">0.8</scalar>
                <scalar dataType="xsd:double" dictRef="a:epsl">78.4</scalar>
                <scalar dataType="xsd:string" dictRef="a:cosmomethod">conjugate-gradient</scalar>
                <scalar dataType="xsd:double" dictRef="a:ncix">1000.0</scalar>
                <scalar dataType="xsd:double" dictRef="a:ccnv">1.0E-10</scalar>
                <scalar dataType="xsd:double" dictRef="a:gdsf">0.0</scalar>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Division\sLevel\sfor\sSurface\sTriangles.*" endPattern=".*">    <record id="ndiv">.*\(NDIV\){I,a:ndiv}</record>
        </template>  <template pattern="\s*Final\sDivision\sLevel\sfor\sTriangles.*" endPattern=".*">    <record id="nfdiv">.*\(NFDIV\){I,a:nfdiv}</record>
        </template>  <template pattern="\s*Radius\sof\sthe\sSolvent.*" endPattern=".*">    <record id="rsol">.*\(RSOL\){F,a:rsol}.*</record>
        </template>  <template pattern="\s*Minimum\sRadius\sfor\snew\ssphere.*" endPattern=".*">    <record id="rminsolv">.*\(RMINSOLV\){F,a:rminsolv}.*</record>
        </template>  <template pattern="\s*Overlapping\sFactor.*" endPattern=".*">    <record id="ofac">.*\(OFAC\){F,a:ofac}</record>
        </template>  <template pattern="\s*Dielectric\sConstant.*" endPattern=".*">    <record id="epsl">.*\(EPSL\){F,a:epsl}</record>
        </template>  <template pattern="\s*COSMO\sequation\sis\ssolved\siteratively.*" endPattern=".*">    <record id="cosmomethod">.*iteratively-{X,a:cosmomethod}</record>
        </template>  <template pattern="\s*Maximun\sof\sIterations\sfor\sCharges.*" endPattern=".*">    <record id="ncix">.*\(NCIX\){F,a:ncix}</record>
        </template>  <template pattern="\s*Criterion\sfor\sCharge\sconvergence.*" endPattern=".*">    <record id="ccnv">.*\(CCNV\){E,a:ccnv}</record>
        </template>  <template pattern="\s*Geometry-dependent\sempirical\sfactor.*" endPattern=".*">    <record id="gdsf">\s*Geometry-dependent\sempirical\sfactor{F,a:gdsf}</record>
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='a:rsol']" value="nonsi:angstrom" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='a:rminsolv']" value="nonsi:angstrom" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addChild" xpath="." elementName="cml:list" id="cosmo" />
<transform process="move" xpath=".//cml:scalar" to=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	adf.runtype



	pattern

	\s+\*\s+R\sU\sN\s+T\sY\sP\sE\s\:.*



	endPattern

	\s*\*{80,}.*



	offset

	-1



	endOffset

	2



	repeat

	*



	xml:base

	adf/runtype/runtype.xml







Input



                       ************************************
                       *  R U N   T Y P E : SINGLE POINT  *
                       ************************************

 ===============
 G E O M E T R Y  ***  Planar Molecule  ***
 ===============


 ATOMS
 =====                            X Y Z                    CHARGE
                                (Angstrom)             Nucl     +Core       At.Mass
                       --------------------------    ----------------       -------
    1  O               0.0000    0.0000    0.0000      8.00      6.00       15.9949
    2  H               0.0000   -0.6894   -0.5785      1.00      1.00        1.0078
    3  H               0.0000    0.6894   -0.5785      1.00      1.00        1.0078
...

=====================================
 S Y M M E T R Y ,   E L E C T R O N S
 =====================================
 ...


 ***************************************************************************************************






Output text



<comment class="example.output" id="adf.runType">
      <module cmlx:lineCount="241" cmlx:templateRef="adf.runtype">
       <scalar dataType="xsd:string" dictRef="cc:runtype">SINGLE POINT</scalar>
         <module cmlx:lineCount="12" cmlx:templateRef="geometry">
          <molecule id="a25">
            <atomArray>
              <atom id="a1" elementType="O" x3="0.0" y3="0.0" z3="0.0">
                <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
              </atom>
              <atom id="a2" elementType="H" x3="0.0" y3="-0.6894" z3="-0.5785">
                <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
              </atom>
              <atom id="a3" elementType="H" x3="0.0" y3="0.6894" z3="-0.5785">
                <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
              </atom>
            </atomArray>
            <formula formalCharge="0" concise="H 2 O 1">
              <atomArray elementType="H O" count="2.0 1.0" />
            </formula>
            <bondArray>
              <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
              <bond atomRefs2="a1 a3" id="a1_a3" order="S" />
            </bondArray>
            <property dictRef="cml:molmass">
              <scalar dataType="xsd:double" units="unit:dalton">18.01528</scalar>
            </property>
          </molecule>
        </module>
      </module>
    </comment>






Template definition



<templateList>  <template pattern=".*R\sU\sN\s+T\sY\sP\sE.*" endPattern=".*" endOffset="0">    <record id="runtype">.*R\sU\sN\s+T\sY\sP\sE\s\:{X,cc:runtype}\*.*</record>    <transform process="pullup" repeat="2" xpath=".//cml:scalar[@dictRef='cc:runtype']" />
        </template>  <xi:include href="runtype/geometry.xml" />  <xi:include href="runtype/symmetry.xml" />
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	geometry



	pattern

	\sG\sE\s
O\sM\sE\sT\sR\sY.*(3D\s*Molecule|Planar\s*Molecule|Linear\s*Molecule|Single\s*Atom).*



	endPattern

	\s+[0-9]+.*$\s*$\s*



	offset

	-1



	endOffset

	1



	xml:base

	runtype/geometry.xml







Input



===============
G E O M E T R Y  ***  3D  Molecule  ***
===============


ATOMS
=====                            X Y Z                    CHARGE
                               (Angstrom)             Nucl     +Core       At.Mass
                      --------------------------    ----------------       -------
   1  Lu              0.5510   -0.8582    1.7445     71.00     17.00      174.9408
   2  Lu             -1.3822    1.4940   -0.0964     71.00     17.00      174.9408
   3  Lu              0.5842   -0.9156   -1.8136     71.00     17.00      174.9408
   4  N               0.1194    0.0590   -0.0694      7.00      5.00       14.0031
   5  N               1.2612   -3.1890   -5.7161      7.00      5.00       14.0031
   6  H               0.1199   -1.5550   -6.4368      1.00      1.00        1.0078
   7  H               1.8649   -1.1924   -6.2222      1.00      1.00        1.0078
   8  H               2.3966   -4.3625   -4.3698      1.00      1.00        1.0078
   9  H               3.2480   -2.9007   -4.9668      1.00      1.00        1.0078
  10  H               2.6474   -3.3171   -7.3537      1.00      1.00        1.0078
  11  H               0.9297   -3.6743   -7.7381      1.00      1.00        1.0078
  12  H               1.8943   -4.8586   -6.8242      1.00      1.00        1.0078
  13  C               0.9985   -1.7560   -5.8088      6.00      4.00       12.0000
  14  C               2.2587   -3.3131   -4.6649      6.00      4.00       12.0000
  15  C               1.7107   -3.7836   -6.9715      6.00      4.00       12.0000
  16  C              -2.8978    3.2168   -0.7460      6.00      4.00       12.0000
  17  C              -3.3899    2.0349   -1.4821      6.00      4.00       12.0000
  18  C              -2.6810    1.6122   -2.6756      6.00      4.00       12.0000
  19  C               3.9518   -0.8543   -0.7169      6.00      4.00       12.0000
  20  C              -2.8553    3.1643    0.7715      6.00      4.00       12.0000
  21  C              -2.6687    1.5849    2.7059      6.00      4.00       12.0000
  22  C              -3.3582    2.0001    1.5019      6.00      4.00       12.0000
  23  C              -3.9599    0.9360    0.7401      6.00      4.00       12.0000
  24  C              -3.8899   -0.4381   -1.1609      6.00      4.00       12.0000






Output text



<comment class="example.output" id="geometry">
      <module cmlx:lineCount="33" cmlx:templateRef="geometry">
        <molecule id="coordinates">
          <atomArray>
            <atom id="a1" elementType="Lu" x3="0.551" y3="-0.8582" z3="1.7445">
              <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">71</scalar>
            </atom>
            <atom id="a2" elementType="Lu" x3="-1.3822" y3="1.494" z3="-0.0964">
              <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">71</scalar>
            </atom>
            <atom id="a3" elementType="Lu" x3="0.5842" y3="-0.9156" z3="-1.8136">
              <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">71</scalar>
            </atom>
            <atom id="a4" elementType="N" x3="0.1194" y3="0.059" z3="-0.0694">
              <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
            </atom>
            <atom id="a5" elementType="N" x3="1.2612" y3="-3.189" z3="-5.7161">
              <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
            </atom>
            <atom id="a6" elementType="H" x3="0.1199" y3="-1.555" z3="-6.4368">
              <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
            </atom>
            <atom id="a7" elementType="H" x3="1.8649" y3="-1.1924" z3="-6.2222">
              <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
            </atom>
            <atom id="a8" elementType="H" x3="2.3966" y3="-4.3625" z3="-4.3698">
              <scalar dataType="xsd:integer" dictRef="cc:serial">8</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
            </atom>
            <atom id="a9" elementType="H" x3="3.248" y3="-2.9007" z3="-4.9668">
              <scalar dataType="xsd:integer" dictRef="cc:serial">9</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
            </atom>
            <atom id="a10" elementType="H" x3="2.6474" y3="-3.3171" z3="-7.3537">
              <scalar dataType="xsd:integer" dictRef="cc:serial">10</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
            </atom>
            <atom id="a11" elementType="H" x3="0.9297" y3="-3.6743" z3="-7.7381">
              <scalar dataType="xsd:integer" dictRef="cc:serial">11</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
            </atom>
            <atom id="a12" elementType="H" x3="1.8943" y3="-4.8586" z3="-6.8242">
              <scalar dataType="xsd:integer" dictRef="cc:serial">12</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
            </atom>
            <atom id="a13" elementType="C" x3="0.9985" y3="-1.756" z3="-5.8088">
              <scalar dataType="xsd:integer" dictRef="cc:serial">13</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a14" elementType="C" x3="2.2587" y3="-3.3131" z3="-4.6649">
              <scalar dataType="xsd:integer" dictRef="cc:serial">14</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a15" elementType="C" x3="1.7107" y3="-3.7836" z3="-6.9715">
              <scalar dataType="xsd:integer" dictRef="cc:serial">15</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a16" elementType="C" x3="-2.8978" y3="3.2168" z3="-0.746">
              <scalar dataType="xsd:integer" dictRef="cc:serial">16</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a17" elementType="C" x3="-3.3899" y3="2.0349" z3="-1.4821">
              <scalar dataType="xsd:integer" dictRef="cc:serial">17</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a18" elementType="C" x3="-2.681" y3="1.6122" z3="-2.6756">
              <scalar dataType="xsd:integer" dictRef="cc:serial">18</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a19" elementType="C" x3="3.9518" y3="-0.8543" z3="-0.7169">
              <scalar dataType="xsd:integer" dictRef="cc:serial">19</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a20" elementType="C" x3="-2.8553" y3="3.1643" z3="0.7715">
              <scalar dataType="xsd:integer" dictRef="cc:serial">20</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a21" elementType="C" x3="-2.6687" y3="1.5849" z3="2.7059">
              <scalar dataType="xsd:integer" dictRef="cc:serial">21</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a22" elementType="C" x3="-3.3582" y3="2.0001" z3="1.5019">
              <scalar dataType="xsd:integer" dictRef="cc:serial">22</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a23" elementType="C" x3="-3.9599" y3="0.936" z3="0.7401">
              <scalar dataType="xsd:integer" dictRef="cc:serial">23</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
            <atom id="a24" elementType="C" x3="-3.8899" y3="-0.4381" z3="-1.1609">
              <scalar dataType="xsd:integer" dictRef="cc:serial">24</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
            </atom>
          </atomArray>
          <formula formalCharge="0" concise="C 12 H 7 Lu 3 N 2">
            <atomArray elementType="C H Lu N" count="12.0 7.0 3.0 2.0" />
          </formula>
          <bondArray>
            <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
            <bond atomRefs2="a1 a3" id="a1_a3" order="S" />
            <bond atomRefs2="a1 a4" id="a1_a4" order="S" />
            <bond atomRefs2="a2 a3" id="a2_a3" order="S" />
            <bond atomRefs2="a2 a4" id="a2_a4" order="S" />
            <bond atomRefs2="a2 a16" id="a2_a16" order="S" />
            <bond atomRefs2="a2 a17" id="a2_a17" order="S" />
            <bond atomRefs2="a2 a18" id="a2_a18" order="S" />
            <bond atomRefs2="a2 a20" id="a2_a20" order="S" />
            <bond atomRefs2="a2 a22" id="a2_a22" order="S" />
            <bond atomRefs2="a2 a23" id="a2_a23" order="S" />
            <bond atomRefs2="a3 a4" id="a3_a4" order="S" />
            <bond atomRefs2="a5 a13" id="a5_a13" order="S" />
            <bond atomRefs2="a5 a14" id="a5_a14" order="S" />
            <bond atomRefs2="a5 a15" id="a5_a15" order="S" />
            <bond atomRefs2="a6 a13" id="a6_a13" order="S" />
            <bond atomRefs2="a7 a13" id="a7_a13" order="S" />
            <bond atomRefs2="a8 a14" id="a8_a14" order="S" />
            <bond atomRefs2="a9 a14" id="a9_a14" order="S" />
            <bond atomRefs2="a10 a15" id="a10_a15" order="S" />
            <bond atomRefs2="a11 a15" id="a11_a15" order="S" />
            <bond atomRefs2="a12 a15" id="a12_a15" order="S" />
            <bond atomRefs2="a16 a17" id="a16_a17" order="S" />
            <bond atomRefs2="a16 a20" id="a16_a20" order="S" />
            <bond atomRefs2="a17 a18" id="a17_a18" order="S" />
            <bond atomRefs2="a20 a22" id="a20_a22" order="S" />
            <bond atomRefs2="a21 a22" id="a21_a22" order="S" />
            <bond atomRefs2="a22 a23" id="a22_a23" order="S" />
          </bondArray>
          <property dictRef="cml:molmass">
            <scalar dataType="xsd:double" units="unit:dalton">704.0983800000001</scalar>
          </property>
        </molecule>
      </module>
    </comment>






Template definition



<templateList>  <template id="coordinates" name="coordinates" pattern="\s*ATOMS.*" endPattern="\s+[0-9]+.*$\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="4" />    <record id="atom" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,cc:x3,unit:angstrom}{F,cc:y3,unit:angstrom}{F,cc:z3,unit:angstrom}.*</record>    <transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="coordinates" />    <transform process="pullup" repeat="2" xpath=".//cml:molecule" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />
        </template>
    </templateList>
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	symmetry



	name

	ADF Init symmetry parameters



	pattern

	\s*={10,}.*$\s*S&
#92;sY\sM\sM\sE\sT\sR\sY\s,\s*E\sL\sE\sC\sT\sR\sO\sN\sS.*



	endPattern

	\s*$\s*={10,}.*



	endPattern2

	\s*\*{10,}.*



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	runtype/symmetry.xml







Input



 =====================================
 S Y M M E T R Y ,   E L E C T R O N S
 =====================================

 Symmetry: D(4H)

 Irreducible Representations, including subspecies
 -------------------------------------------------
 A1.g
 A2.g
 B1.g
 B2.g
 E1.g:1  E1.g:2
 A1.u
 A2.u
 B1.u
 B2.u
 E1.u:1  E1.u:2


 Configuration of Valence Electrons
 ==================================
 ( determined in the SCF procedure )

 Total:   476

 Net Charge: -4 (Nuclei minus Electrons)

 Aufbau principle for MO occupations will be applied through SCF cycle no.      30
 Thereafter, the program will assign electrons to MOs that are spatially
 similar to the occupied MOs in a "reference" cycle ("KeepOrbitals").
 The reference cycle is always the PREVIOUS cycle: it will evolve with
 the SCF procedure.
1
 ***************************************************************************************************






Input



 =====================================
 S Y M M E T R Y ,   E L E C T R O N S
 =====================================

 Symmetry: NOSYM

 Irreducible Representations, including subspecies
 -------------------------------------------------
 A


 Configuration of Valence Electrons
 ==================================
 ( determined in the SCF procedure )

 Total:   70 (Spin-A)  + 69 (Spin-B)

 Net Charge: -3 (Nuclei minus Electrons)
 Spin polar: 1 (Spin_A minus Spin_B electrons)

 Aufbau principle for MO occupations will be applied through SCF cycle no.     150
 Thereafter, the program will assign electrons to MOs that are spatially
 similar to the occupied MOs in a "reference" cycle ("KeepOrbitals").
 The reference cycle is always the PREVIOUS cycle: it will evolve with
 the SCF procedure.
1
 ***************************************************************************************************






Output text



<comment class="example.output" id="symmetry">
        <module cmlx:templateRef="symmetry">
            <scalar dataType="xsd:string" dictRef="a:symmetry">T(D)</scalar>
            <scalar dataType="xsd:string" dictRef="a:charge">-4</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="symmetry2">
        <module cmlx:templateRef="symmetry">
            <scalar dataType="xsd:string" dictRef="a:symmetry">NOSYM</scalar>
            <scalar dataType="xsd:integer" dictRef="a:charge">-3</scalar>
            <scalar dataType="xsd:string" dictRef="a:spinPolarization">1</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Symmetry:.*" endPattern=".*" endOffset="0">    <record>\s*Symmetry:{X,a:symmetry}</record>
        </template>  <template pattern="\s*Net\sCharge.*" endPattern=".*" endOffset="0">    <record>\s*Net\sCharge:{I,a:charge}\(Nuclei\sminus\sElectrons\).*</record>
        </template>  <template pattern="\s*Spin\spolar:.*" endPattern=".*" endOffset="0">    <record>.*Spin\spolar:{A,a:spinPolarization}\(Spin_A\sminus\sSpin_B\selectrons\).*</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	adf.build



	repeat

	*



	pattern

	\s+\*\s+B\sU\sI\sL\sD\s\:\s\(Fragments\,\sFunctions\).*



	endPattern

	\s*\d*\s*$\s\*{20,}.*$(\s*|\s*LOGFILE.*)



	offset

	-1



	endOffset

	2



	xml:base

	adf/build/build_fragments.xml







Comment



                                     ****************************************
                                     *  B U I L D : (Fragments, Functions)  *
                                     ****************************************

=======
S F O s  ***  (Symmetrized Fragment Orbitals)  ***
=======

SFOs are linear combinations of (valence) Fragment Orbitals (FOs), such that the SFOs transform as the
irreducible representations of the (molecular) symmetry group. Each SFO is therefore characterized by
an irrep of the molecule and by a few (or only one) generating FOs

....

***************************************************************************************************






Template definition



<xi:include href="build/scanfreq.xml" />
<xi:include href="build/../frequencyanalysis/thermochemistry.xml" />








          

      

      

    

  

  
    

    adf.technical
    

    

   


  

    
      
          
            
  
adf.technical


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	adf.technical



	pattern

	\s+\*\s+T\sE\sC\sH\sN\sI\sC\sA\sL\s+\*.*



	endPattern

	\s*\d*\s*$\s\*{20,}.*$(\s*|\s*LOGFILE.*)



	offset

	-1



	endOffset

	2



	repeat

	*



	xml:base

	adf/technical/technical.xml







Comment



                                             ***********************
                                             *  T E C H N I C A L  *
                                             ***********************


   ...
***************************************************************************************************








          

      

      

    

  

  
    

    adf.computation
    

    

   


  

    
      
          
            
  
adf.computation



	scf

	geometry.cycle








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	adf.computation



	pattern

	\s+\*\s+C\sO\sM\sP\sU\sT\sA\sT\sI\sO\sN\s+\*.*



	endPattern

	\s*\d*\s*$\s\*{20,}.*$(\s*|\s*LOGFILE.*)



	offset

	-1



	endOffset

	2



	repeat

	*



	xml:base

	adf/computation/computation.xml







Comment



                                           ***************************
                                           *  C O M P U T A T I O N  *
                                           ***************************

=====
S C F
=====
...

Geometry CYCLE N
==============
...

=============================
G E O M E T R Y   U P D A T E  ***  1  ***
=============================
...


***************************************************************************************************






Template definition



<templateList>  <xi:include href="computation/scf.xml" />  <xi:include href="computation/geometry.cycle.xml" />
    </templateList>








          

      

      

    

  

  
    

    scf
    

    

   


  

    
      
          
            
  
scf


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	scf



	name

	SCF



	pattern

	\s*S\sC\sF\s*



	endPattern

	\s*Net\sTotal.*



	endPattern2

	\s*$\s*={10,}+\s*$\s*\S+.*$\s*={10,}+



	endPattern3

	.*$\s*\*{20,}+



	endPattern4

	~



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	computation/scf.xml







Input



 =====
 S C F
 =====
...
 CYCLE    1
 orbitals (Q,E):
 ---------------
 A :164...203        ( 2.00    -0.2953)  ( 2.00    -0.2910)  ( 2.00    -0.2869)  ( 2.00    -0.2855)
                     ( 2.00    -0.2797)  ( 2.00    -0.2776)  ( 2.00    -0.2739)  ( 2.00    -0.2730)
                     ( 2.00    -0.2683)  ( 2.00    -0.2672)  ( 2.00    -0.2647)  ( 2.00    -0.2554)
                     ( 2.00    -0.2536)  ( 2.00    -0.2394)  ( 2.00    -0.2376)  ( 2.00    -0.2313)
                     ( 2.00    -0.2234)  ( 2.00    -0.2143)  ( 2.00    -0.2110)  ( 2.00    -0.2057)
                     ( 0.00    -0.1501)  ( 0.00    -0.1493)  ( 0.00    -0.1467)  ( 0.00    -0.1444)
                     ( 0.00    -0.1419)  ( 0.00    -0.1351)  ( 0.00    -0.1322)  ( 0.00    -0.1282)
                     ( 0.00    -0.1252)  ( 0.00    -0.1211)  ( 0.00    -0.1125)  ( 0.00    -0.1074)
                     ( 0.00    -0.1067)  ( 0.00    -0.1034)  ( 0.00    -0.0997)  ( 0.00    -0.0945)
                     ( 0.00    -0.0917)  ( 0.00    -0.0894)  ( 0.00    -0.0888)  ( 0.00    -0.0869)
...
 SCF CONVERGED
...






Output text



<comment class="example.output" id="scf">
        <module cmlx:lineCount="162" cmlx:templateRef="scf">
            <scalar dataType="xsd:string" dictRef="cc:scfConverged">SCF CONVERGED</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*SCF\sCONVERGED.*" endPattern=".*" endOffset="0">    <record>{X,cc:scfConverged}</record>
        </template>
    </templateList>
<transform process="pullup" repeat="2" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    geometry.cycle
    

    

   


  

    
      
          
            
  
geometry.cycle


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	geometry.cycle



	name

	Geometry optimization cycle



	pattern

	\sGeometry\sCYCLE.*



	pattern2

	\s*G\sE\sO\sM\sE\sT\sR\sY\s*U\sP\sD\sA\sT\sE.*



	endPattern

	.*$\s*Number\sof\selements\sof\sthe\sdensity\smatrix.*



	endPattern2

	(\s*\S+\s*){11}+\s*$\s*\-{20,}+\s*



	endOffset

	2



	repeat

	*



	xml:base

	computation/geometry.cycle.xml







Input



 =============================
 G E O M E T R Y   U P D A T E  ***  1  ***
 =============================
 ...

--------------------------------------
Geometry Convergence after Step   4
--------------------------------------
current energy                              -27.14895237 Hartree
abs of energy change                0.00034166     0.00100000    T
constrained gradient max            0.00178229     0.00100000    F
constrained gradient rms            0.00030637     0.00066667    T
gradient max                        0.00178229
gradient rms                        0.00030637
cart. step max                      0.00450423     0.01000000    T
cart. step rms                      0.00098385     0.00666667    T
...

 Coordinates (Cartesian)
 =======================

     Atom                    bohr                                 angstrom
                   X           Y           Z              X           Y           Z
 -------------------------------------------------------------------------------------
     1 Mo      0.000000   -4.459974    0.000318       0.000000   -2.360117    0.000169
     2 Mo      4.459974    0.000000    0.000318       2.360117    0.000000    0.000169
     3 Mo     -4.459974    0.000000    0.000318      -2.360117    0.000000    0.000169
     4 Mo      0.000000    4.459974    0.000318       0.000000    2.360117    0.000169
     5 Mo      0.000000    0.000000   -4.460768       0.000000    0.000000   -2.360537
     6 W       0.000000    0.000000    4.459603       0.000000    0.000000    2.359920
     7 O       0.000000    0.000000    0.001640       0.000000    0.000000    0.000868
 -------------------------------------------------------------------------------------


 Coordinates (Cartesian, in Input Orientation)
 =======================

     Atom                    bohr                                 angstrom                 Geometric Variables
                   X           Y           Z              X           Y           Z       (0:frozen, *:LT par.)
 --------------------------------------------------------------------------------------------------------------
     1 Mo     -0.000318   -4.459974    0.000000      -0.000169   -2.360117    0.000000      1       2       3
     2 Mo     -0.000318    0.000000    4.459974      -0.000169    0.000000    2.360117      4       5       6
     3 Mo     -0.000318    0.000000   -4.459974      -0.000169    0.000000   -2.360117      7       8       9
     4 Mo     -0.000318    4.459974    0.000000      -0.000169    2.360117    0.000000     10      11      12
     5 Mo      4.460768    0.000000    0.000000       2.360537    0.000000    0.000000     13      14      15
     6 W      -4.459603    0.000000    0.000000      -2.359920    0.000000    0.000000     16      17      18
     7 O      -0.001640    0.000000    0.000000      -0.000868    0.000000    0.000000     19      20      21
 --------------------------------------------------------------------------------------------------------------

  Number of elements of the density matrix on this node (used, total):     25057    246753






Input



Geometry CYCLE 1
==============

Energy gradients wrt nuclear displacements
==========================================
...

Coordinates (Cartesian)
=======================

    Atom                    bohr                                 angstrom                 Geometric Variables
                  X           Y           Z              X           Y           Z       (0:frozen, *:LT par.)
--------------------------------------------------------------------------------------------------------------
    1 C      -4.748701   -1.104688   -6.013399      -2.512904   -0.584576   -3.182154      1       2       3
    2 C      -4.518962    1.637904   -6.075522      -2.391332    0.866742   -3.215028      4       5       6
    3 C      -5.816176    3.015449   -4.125306      -3.077788    1.595707   -2.183018      7       8       9
    4 C       0.196292   -0.913573    7.712840       0.103873   -0.483442    4.081459     10      11      12
    5 C      -2.773029   -2.909791   -6.786550      -1.467424   -1.539795   -3.591288     13      14      15
    6 C       1.783334   -3.265805   -6.963282       0.943700   -1.728190   -3.684810     16      17      18
    7 C      -0.495078   -2.421894   -8.180332      -0.261984   -1.281611   -4.328845     19      20      21
--------------------------------------------------------------------------------------------------------------






Output text



<comment class="example.output" id="geometry.cyle">
        <module cmlx:lineCount="161" cmlx:templateRef="geometry.cycle">
            <scalar dataType="xsd:integer" dictRef="cc:cycleNumber">1</scalar>
            <module cmlx:lineCount="10" cmlx:templateRef="convergence">
               <list cmlx:templateRef="energy">
                  <scalar dataType="xsd:double" dictRef="cc:energy">-27.14895237</scalar>
               </list>
               <list cmlx:templateRef="change">
                  <scalar dataType="xsd:double" dictRef="cc:current">3.4166E-4</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:threshold">0.001</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:valid">T</scalar>
               </list>
               <list cmlx:templateRef="cgradmax">
                  <scalar dataType="xsd:double" dictRef="cc:current">0.00178229</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:threshold">0.001</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:valid">F</scalar>
               </list>
               <list cmlx:templateRef="cgradrms">
                  <scalar dataType="xsd:double" dictRef="cc:current">3.0637E-4</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:threshold">6.6667E-4</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:valid">T</scalar>
               </list>
               <list cmlx:templateRef="gradmax">
                  <scalar dataType="xsd:double" dictRef="cc:current">0.00178229</scalar>
               </list>
               <list cmlx:templateRef="gradrms">
                  <scalar dataType="xsd:double" dictRef="cc:current">3.0637E-4</scalar>
               </list>
               <list cmlx:templateRef="cstepmax">
                  <scalar dataType="xsd:double" dictRef="cc:current">0.00450423</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:threshold">0.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:valid">T</scalar>
               </list>
               <list cmlx:templateRef="csteprms">
                  <scalar dataType="xsd:double" dictRef="cc:current">9.8385E-4</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:threshold">0.00666667</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:valid">T</scalar>
               </list>
            </module>
            <module cmlx:lineCount="30" cmlx:templateRef="coordinates">
                <scalar dataType="xsd:string" dictRef="cc:label">Cartesian</scalar>
                <molecule id="a99">
                    <atomArray>
                        <atom id="a1" elementType="Mo" x3="0.0" y3="-2.360117" z3="1.69E-4">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a2" elementType="Mo" x3="2.360117" y3="0.0" z3="1.69E-4">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a3" elementType="Mo" x3="-2.360117" y3="0.0" z3="1.69E-4">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a4" elementType="Mo" x3="0.0" y3="2.360117" z3="1.69E-4">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a5" elementType="Mo" x3="0.0" y3="0.0" z3="-2.360537">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a6" elementType="W" x3="0.0" y3="0.0" z3="2.35992">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                        </atom>
                        <atom id="a7" elementType="O" x3="0.0" y3="0.0" z3="8.68E-4">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                        </atom>
                    </atomArray>
                </molecule>
            </module>
            <module cmlx:lineCount="31" cmlx:templateRef="coordinates">
                <scalar dataType="xsd:string" dictRef="cc:label">Cartesian, in Input Orientation</scalar>
                <molecule id="a24">
                    <atomArray>
                        <atom id="a1" elementType="Mo" x3="-1.69E-4" y3="-2.360117" z3="0.0">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a2" elementType="Mo" x3="-1.69E-4" y3="0.0" z3="2.360117">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a3" elementType="Mo" x3="-1.69E-4" y3="0.0" z3="-2.360117">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a4" elementType="Mo" x3="-1.69E-4" y3="2.360117" z3="0.0">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a5" elementType="Mo" x3="2.360537" y3="0.0" z3="0.0">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">42</scalar>
                        </atom>
                        <atom id="a6" elementType="W" x3="-2.35992" y3="0.0" z3="0.0">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                        </atom>
                        <atom id="a7" elementType="O" x3="-8.68E-4" y3="0.0" z3="0.0">
                            <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                        </atom>
                    </atomArray>
                </molecule>
            </module>
        </module>
        </comment>






Output text



<comment class="example.output" id="geometry.cycle2">
     <module cmlx:lineCount="1911" cmlx:templateRef="geometry.cycle">
        <scalar dataType="xsd:integer" dictRef="cc:cycleNumber">1</scalar>
        <module cmlx:lineCount="105" cmlx:templateRef="coordinates">
              <scalar dataType="xsd:string" dictRef="cc:label">Cartesian</scalar>
              <molecule id="geometry.cycle">
               <atomArray>
                <atom id="a1" elementType="C" x3="-2.512904" y3="-0.584576" z3="-3.182154">
                 <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                 <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom id="a2" elementType="C" x3="-2.391332" y3="0.866742" z3="-3.215028">
                 <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                 <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom id="a3" elementType="C" x3="-3.077788" y3="1.595707" z3="-2.183018">
                 <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                 <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom id="a4" elementType="C" x3="0.103873" y3="-0.483442" z3="4.081459">
                 <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                 <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom id="a5" elementType="C" x3="-1.467424" y3="-1.539795" z3="-3.591288">
                 <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                 <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom id="a6" elementType="C" x3="0.9437" y3="-1.72819" z3="-3.68481">
                 <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                 <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom id="a7" elementType="C" x3="-0.261984" y3="-1.281611" z3="-4.328845">
                 <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                 <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                </atomArray>
            </molecule>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="cycle" pattern="\s*Geometry\sCYCLE.*" endPattern=".*" endOffset="0">    <record id="cycle">\s*Geometry\sCYCLE{I,cc:cycleNumber}</record>
        </template>  <template id="cycle" pattern="\s*G\sE\sO\sM\sE\sT\sR\sY\s*U\sP\sD\sA\sT\sE.*" endPattern=".*" endOffset="0">    <record id="cycle">\s*G\sE\sO\sM\sE\sT\sR\sY\s*U\sP\sD\sA\sT\sE\s*\*\*\*{I,cc:cycleNumber}\s*\*\*\*.*
            </record>
        </template>  <template id="convergence" name="Geometry convergence" pattern="\s*Geometry\sConvergence\safter.*" endPattern="\s*cart\.\sstep\srms.*" endOffset="1" repeat="*">    <record id="step">\s*Geometry\sConvergence\safter\sStep{I,a:nstep}\s*\**\**{A,x:converged}.*</record>    <record repeat="1" />    <record id="energy">\s*current\senergy{F,cc:energy}Hartree.*</record>    <record id="change">\s*abs\sof\senergy\schange{F,cc:current}{F,cc:threshold}{A,cc:valid}</record>    <record id="cgradmax">\s*constrained\sgradient\smax{F,cc:current}{F,cc:threshold}{A,cc:valid}</record>    <record id="cgradrms">\s*constrained\sgradient\srms{F,cc:current}{F,cc:threshold}{A,cc:valid}</record>    <record id="gradmax">\s*gradient\smax{F,cc:current}</record>    <record id="gradrms">\s*gradient\srms{F,cc:current}</record>    <record id="cstepmax">\s*cart.\sstep\smax{F,cc:current}{F,cc:threshold}{A,cc:valid}</record>    <record id="csteprms">\s*cart.\sstep\srms{F,cc:current}{F,cc:threshold}{A,cc:valid}</record>    <transform process="pullup" xpath=".//cml:list/cml:list/cml:scalar" />
        </template>  <template id="coordinates" name="Cycle coordinates" pattern="\s*Coordinates\s\(.*" endPattern="(\s*\S+\s*){11}+\s*$\s*\-{20,}+\s*" endPattern2="(\s*\S+\s*){8}+$\s*\-{20,}+\s*" endPattern3="~" endOffset="1" repeat="*">    <record id="label">\s*Coordinates\s\({X,cc:label}\).*</record>    <templateList>      <template pattern="(\s*\S+\s*){8}+" endPattern="~">        <record id="atom" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}\s+\S+\s+\S+\s+\S+\s+{F,cc:x3}{F,cc:y3}{F,cc:z3}
                    </record>
                </template>
            </templateList>    <templateList>      <template pattern="(\s*\S+\s*){11}+" endPattern="~">        <record id="atom" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}\s+\S+\s+\S+\s+\S+\s+{F,cc:x3}{F,cc:y3}{F,cc:z3}.*
                    </record>
                </template>
            </templateList>    <transform process="createMolecule" id="geometry.cycle" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" />    <transform process="pullup" xpath=".//cml:molecule" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:label']" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:cycleNumber']" repeat="2" />
<transform process="pullup" xpath=".//cml:molecule" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    adf.results
    

    

   


  

    
      
          
            
  
adf.results



	orbital.energies.spin.zora

	orbital.energies.zora

	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	multipole
	atomic.charges

	atomic.charges.spin

	spin.density





	atomic.charges

	atomic.charges.spin

	spin.density

	dipole.moment

	quadrupole.moment

	s2

	bonding.energy

	sfo.population
	molecular.orbitals





	molecular.orbitals

	excitation.energy








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	adf.results



	pattern

	\s*\*\s*R\sE\sS\sU\sL\sT\sS\s*\*.*



	endPattern

	.*$\s*\*{20,}.*$(\s*\(LOGFILE\).*)



	endPattern2

	\s*$\s*$\s{35,}\*{15,}$\s{35,}\*\s+.*



	endPattern3

	\s*\*{70,}.*$\s*$\s*A\s+D\s+F\s+E\s+X\s+I\s+T\s*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	adf/results/results.xml







Comment



                                                *******************
                                                *  R E S U L T S  *
                                                *******************


 Orbital Energies, all Irreps
 ========================================

 Irrep        no.  (spin)   Occup              E (au)                E (eV)
 ---------------------------------------------------------------------------
 F             1            14.00       -0.36757674632897E+00       -10.0023
 D             2             0.00        0.59810837659445E-01         1.6275
...

 Orbital Energies, all Irreps, both Spins
 ========================================

 Irrep        no.  (spin)   Occup              E (au)                E (eV)
 ---------------------------------------------------------------------------
 A1            1     A       1.00       -0.22582773237906E+01       -61.4509
 A1            1      B      1.00       -0.22573719983754E+01       -61.4262
 A1            2     A       1.00       -0.22570204339745E+01       -61.4167
...

 =======================================================
 S F O   P O P U L A T I O N S ,   M O   A N A L Y S I S
 =======================================================
 ...


 Fit test: (difference of exact and fit density, squared integrated, result summed over spins)
         Sum-of-Fragments:                             0.00000604855883
         Orthogonalized Fragments:                     0.01126932738939
         SCF:                                          0.00379056264226
...

 =======================================
 M U L L I K E N   P O P U L A T I O N S
 =======================================
...

 =========================================
 Quadrupole Moment (Buckingham convention)  ***  (a.u.)  ***
 =========================================
...

 ==========
 S**2 value  ***  see also R. Bulo et al., J.Am.Chem.Soc., 124 (2002) 13903-13910, note (29)  ***
 ==========
...

 ===========================
 B O N D I N G   E N E R G Y  ***  (decomposition)  ***
 ===========================
...

 ***************************************************************************************************






Template definition



<templateList>  <xi:include href="results/orbital.energies.spin.zora.xml" />  <xi:include href="results/orbital.energies.zora.xml" />  <xi:include href="results/orbital.energies.xml" />  <xi:include href="results/orbital.energies.spin.xml" />  <xi:include href="results/fit.test.xml" />  <xi:include href="results/mulliken.xml" />  <xi:include href="results/multipole/multipole.xml" />  <xi:include href="results/dipole.moment.xml" />  <xi:include href="results/quadrupole.moment.xml" />  <xi:include href="results/s2.xml" />  <xi:include href="results/bonding.energy.xml" />  <xi:include href="results/sfopopulation/sfo.population.xml" />  <xi:include href="results/excitationenergy/excitation.energy.xml" />
    </templateList>
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orbital.energies.spin.zora


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	orbital.energies.spin.zora



	name

	Scaled ZORA Orbital Energies, per Irrep and Spin



	pattern

	\s*\*{5}\sSPIN&#
92;s1\s\*{5}$\s*$\s*Scaled\sZORA\sOrbital\sEnergies,\sper\sIrrep\sand\sSpin.*



	endPattern

	\s*$((?!Scaled).)*$\s*={1,10}.*



	endPattern2

	\s*Orbital\sEnergies.*



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	results/orbital.energies.spin.zora.xml







Input



                                  ***** SPIN 1 *****

Scaled ZORA Orbital Energies, per Irrep and Spin:
=================================================
                       Occup              E (au)              E (eV)       Diff (eV) with prev. cycle
                       -----      --------------------        ------       --------------------------
A
            126        1.000     -0.26008646815165E+00        -7.077               1.83E-07
            127        1.000     -0.25781999029727E+00        -7.016               3.52E-07
            128        1.000     -0.25699868806828E+00        -6.993               1.06E-10
            129        1.000     -0.25595775813818E+00        -6.965               6.46E-07
            130        1.000     -0.25407143833458E+00        -6.914               2.56E-06
            131        1.000     -0.25216298624559E+00        -6.862              -1.95E-06
            132        1.000     -0.24738870719756E+00        -6.732              -2.87E-06
            133        1.000     -0.24458950993547E+00        -6.656               5.09E-07
            134        1.000     -0.23651101035863E+00        -6.436               5.84E-07
            135        1.000     -0.14436903565444E+00        -3.928               4.38E-06
            136        0.000     -0.13973721933427E+00        -3.802
            137        0.000     -0.13911236092124E+00        -3.785
            138        0.000     -0.13630424441218E+00        -3.709
            139        0.000     -0.13385012437203E+00        -3.642
            140        0.000     -0.12495039656029E+00        -3.400
            141        0.000     -0.11648915160100E+00        -3.170
            142        0.000     -0.11106588918696E+00        -3.022
            143        0.000     -0.10384602891531E+00        -2.826
            144        0.000     -0.98190357544712E-01        -2.672
            145        0.000     -0.90915193627333E-01        -2.474

HOMO :      135 A                -0.14436903565444E+00
LUMO :      136 A                -0.13973721933427E+00



                                  ***** SPIN 2 *****

Scaled ZORA Orbital Energies, per Irrep and Spin:
=================================================
                       Occup              E (au)              E (eV)       Diff (eV) with prev. cycle
                       -----      --------------------        ------       --------------------------
A
            124        1.000     -0.26151756635197E+00        -7.116               9.47E-07
            125        1.000     -0.25988938848734E+00        -7.072               4.85E-07
            126        1.000     -0.25782939664517E+00        -7.016               4.29E-07
            127        1.000     -0.25734050727707E+00        -7.003               5.32E-07
            128        1.000     -0.25603072257653E+00        -6.967               4.93E-08
            129        1.000     -0.25493051104018E+00        -6.937               2.75E-07
            130        1.000     -0.25187079680692E+00        -6.854              -2.00E-06
            131        1.000     -0.24765626939943E+00        -6.739              -1.91E-06
            132        1.000     -0.24443397178525E+00        -6.651               2.30E-06
            133        1.000     -0.23696580759681E+00        -6.448               1.38E-06
            134        0.000     -0.18136783566543E+00        -4.935
            135        0.000     -0.13725573393882E+00        -3.735
            136        0.000     -0.13385605031175E+00        -3.642
            137        0.000     -0.12917729410767E+00        -3.515
            138        0.000     -0.12206337549451E+00        -3.322
            139        0.000     -0.11625374888062E+00        -3.163
            140        0.000     -0.11091373037949E+00        -3.018
            141        0.000     -0.10502482951990E+00        -2.858
            142        0.000     -0.10124646754563E+00        -2.755
            143        0.000     -0.98090546319035E-01        -2.669

HOMO :      133 A                -0.23696580759681E+00
LUMO :      134 A                -0.18136783566543E+00



Orbital Energies, both Spins
========================================






Output text



<comment class="example.output" id="orbital.energies.spin.zora">
        <module cmlx:templateRef="orbital.energies.spin.zora">
             <list cmlx:templateRef="energies" dictRef="energies">
               <array dataType="xsd:integer" dictRef="cc:serial" size="40">126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143</array>
               <array dataType="xsd:double" dictRef="cc:occup" size="40">1.000 1.000 1.000 1.000 1.000 1.000 1.000 1.000 1.000 1.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 1.000 1.000 1.000 1.000 1.000 1.000 1.000 1.000 1.000 1.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
               <array dataType="xsd:double" dictRef="cc:energy" size="40" units="nonsi:electronvolt">-7.077 -7.016 -6.993 -6.965 -6.914 -6.862 -6.732 -6.656 -6.436 -3.928 -3.802 -3.785 -3.709 -3.642 -3.400 -3.170 -3.022 -2.826 -2.672 -2.474 -7.116 -7.072 -7.016 -7.003 -6.967 -6.937 -6.854 -6.739 -6.651 -6.448 -4.935 -3.735 -3.642 -3.515 -3.322 -3.163 -3.018 -2.858 -2.755 -2.669</array>
               <array dataType="xsd:string" dictRef="cc:irrep" size="40">A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A</array>
               <array dataType="xsd:string" dictRef="cc:spin" size="40">A A A A A A A A A A A A A A A A A A A A B B B B B B B B B B B B B B B B B B B B</array>
             </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="spin" name="spin section" pattern="\s*\*{5}\sSPIN\s.*\s\*{5}.*" endPattern="\s*LUMO.*" endPattern2="~" repeat="*">    <record>\s*\*{5}\sSPIN\s{A,cc:spin}\s\*{5}.*</record>    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:spin' and text()='1']" value="A" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:spin' and text()='2']" value="B" />    <record repeat="5" />    <templateList>      <template id="section" pattern="\s*\S+\s*" endPattern="\s*\S+\s*" endPattern2="~" endOffset="0" repeat="*">        <record>{A,cc:irrep}</record>        <record repeat="*">{I,cc:serial}{F,cc:occup}\s+\S+\s+{F,cc:energy}.*</record>        <transform process="addChild" xpath="./cml:list/cml:list" elementName="cml:scalar" dictRef="cc:irrep" />        <transform process="addAttribute" xpath=".//cml:scalar[@dictRef='cc:irrep']" name="dataType" value="xsd:string" />        <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:irrep']" value="$string(ancestor::cml:module[@cmlx:templateRef='section']//cml:scalar[@dictRef='cc:irrep' and text() != ''])" />        <transform process="addChild" xpath="./cml:list/cml:list" elementName="cml:scalar" dictRef="cc:spin" />        <transform process="addAttribute" xpath=".//cml:scalar[@dictRef='cc:spin']" name="dataType" value="xsd:string" />        <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:spin']" value="$string(ancestor::cml:module[@cmlx:templateRef='spin']//cml:scalar[@dictRef='cc:spin'])" />        <transform process="delete" xpath="./ancestor::cml:module[@cmlx:templateRef='spin']/cml:list/cml:scalar[@dictRef='cc:spin']" />
                    </template>
                </templateList>    <transform process="delete" xpath=".//cml:module[@cmlx:templateRef='section']/cml:list/cml:scalar" />
            </template>
        </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:spin']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occup']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:irrep']" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="addChild" xpath="." elementName="cml:list" dictRef="energies" />
<transform process="addAttribute" xpath="./cml:list[@dictRef='energies']" name="cmlx:templateRef" value="energies" />
<transform process="move" xpath=".//cml:array" to=".//cml:list[@dictRef='energies']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module" />
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orbital.energies.zora


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	orbital.energies.zora



	name

	Scaled ZORA Orbital Energies, per Irrep and Spin



	pattern

	\s*Scaled\sZORA\sOrbital\sEnergies,\sper\sIrrep\sand\sSpin.*



	endPattern

	\s*$.*$\s*={1,10}.*



	endPattern2

	\s*$\s*={1,10}.*



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	results/orbital.energies.zora.xml







Input



Scaled ZORA Orbital Energies, per Irrep and Spin:
=================================================
                       Occup              E (au)              E (eV)       Diff (eV) with prev. cycle
                       -----      --------------------        ------       --------------------------
A
            203        2.000     -0.26799453494505E+00        -7.293              -8.29E-06
            204        2.000     -0.26787674718554E+00        -7.289              -9.53E-06
            205        2.000     -0.26543621800800E+00        -7.223              -5.77E-06
            206        2.000     -0.26542577295741E+00        -7.223              -2.83E-06
            207        2.000     -0.26534384981149E+00        -7.220              -4.78E-06
            208        2.000     -0.25938418557305E+00        -7.058              -4.71E-06
            209        2.000     -0.25930913648310E+00        -7.056              -4.44E-06
            210        2.000     -0.25909320570560E+00        -7.050              -4.24E-06
            211        2.000     -0.24962811826665E+00        -6.793              -3.74E-06
            212        2.000     -0.24954935473765E+00        -6.791              -5.27E-06
            213        0.000     -0.17159990985412E+00        -4.669
            214        0.000     -0.17151397062575E+00        -4.667
            215        0.000     -0.15871426935881E+00        -4.319
            216        0.000     -0.15852383265612E+00        -4.314
            217        0.000     -0.15838074437314E+00        -4.310
            218        0.000     -0.14101919604084E+00        -3.837
            219        0.000     -0.14083030492318E+00        -3.832
            220        0.000     -0.14077423190854E+00        -3.831
            221        0.000     -0.13886798092112E+00        -3.779
            222        0.000     -0.13641178885529E+00        -3.712

HOMO :      212 A                -0.24954935473765E+00
LUMO :      213 A                -0.17159990985412E+00

cosmo_calcen: 0.5 (esolb+esolc) (Hartrees) =   -0.376338

Solvation energy (screening term,uncorrected) =   -236.155985 kcal/mol

Solvation energy (dispersion and cavitation terms) =      1.103434 kcal/mol
Solvation Energy Contributions (Hartrees)
         esola   esolb+esolc
    0.37633848   -0.75267695
esol last cycle   -0.37633848


Scaled ZORA Orbital Energies of the Core Orbitals:
==================================================






Input



Scaled ZORA Orbital Energies, per Irrep and Spin:
=================================================
                       Occup              E (au)              E (eV)       Diff (eV) with prev. cycle
                       -----      --------------------        ------       --------------------------
S
              1        2.000     -0.88681592669345E+00       -24.131              -2.56E-11
              2        0.000      0.89840433219722E+00        24.447
              3        0.000      0.29556668859678E+02       804.278
P
              1        4.000     -0.33794335091447E+00        -9.196              -2.46E-11
              2        0.000      0.35464320986905E+00         9.650
              3        0.000      0.38296134087112E+01       104.209
D
              1        0.000      0.10608708589688E+01        28.868


Partially Occupied:
              1 P                -0.33794335091447E+00

HOMO :        1 S                -0.88681592669345E+00
LUMO :        2 P                 0.35464320986905E+00



Orbital Energies, all Irreps
========================================






Output text



<comment class="example.output" id="orbital.energies.zora">
        <module cmlx:templateRef="orbital.energies.zora">
            <list cmlx:templateRef="energies" dictRef="energies">
               <array dataType="xsd:integer" dictRef="cc:serial" size="20">203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222</array>
               <array dataType="xsd:double" dictRef="cc:occup" size="20">2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
               <array dataType="xsd:double" dictRef="cc:energy" size="20" units="nonsi:electronvolt">-7.293 -7.289 -7.223 -7.223 -7.220 -7.058 -7.056 -7.050 -6.793 -6.791 -4.669 -4.667 -4.319 -4.314 -4.310 -3.837 -3.832 -3.831 -3.779 -3.712</array>
               <array dataType="xsd:string" dictRef="cc:irrep" size="20">A A A A A A A A A A A A A A A A A A A A</array>
            </list>
         </module>
    </comment>






Output text



<comment class="example.output" id="orbital.energies.zora">
        <module cmlx:templateRef="orbital.energies.zora">
            <list cmlx:templateRef="energies" dictRef="energies">
               <array dataType="xsd:integer" dictRef="cc:serial" size="7">1 2 3 1 2 3 1</array>
               <array dataType="xsd:double" dictRef="cc:occup" size="7">2.000 0.000 0.000 4.000 0.000 0.000 0.000</array>
               <array dataType="xsd:double" dictRef="cc:energy" size="7" units="nonsi:electronvolt">-24.131 24.447 804.278 -9.196 9.650 104.209 28.868</array>
               <array dataType="xsd:string" dictRef="cc:irrep" size="7">S S S P P P D</array>
            </list>
        </module>
    </comment>






Template definition



<record repeat="4" />
<templateList>  <template id="section" pattern="\s*\S+\s*" endPattern="\s*\S+\s*" endPattern2="~" endOffset="0" repeat="*">    <record>{A,cc:irrep}</record>    <record repeat="*">{I,cc:serial}{F,cc:occup}\s+\S+\s+{F,cc:energy}.*</record>    <transform process="addChild" xpath="./cml:list/cml:list" elementName="cml:scalar" dictRef="cc:irrep" />    <transform process="addAttribute" xpath=".//cml:scalar[@dictRef='cc:irrep']" name="dataType" value="xsd:string" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:irrep']" value="$string(ancestor::cml:module[@cmlx:templateRef='section']//cml:scalar[@dictRef='cc:irrep' and text() != ''])" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='section']/cml:list/cml:scalar" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:spin']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occup']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:irrep']" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:module" />
<transform process="delete" xpath=".//cml:list[count(*) = 0 ]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0 ]" />
<transform process="addChild" xpath="." elementName="cml:list" dictRef="energies" />
<transform process="addAttribute" xpath="./cml:list[@dictRef='energies']" name="cmlx:templateRef" value="energies" />
<transform process="move" xpath=".//cml:array" to=".//cml:list" />
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orbital.energies


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	orbital.energies



	name

	Orbital Energies, all Irreps



	pattern

	\s+Orbital\sEnergies,\sall\sIrreps\s*



	endPattern

	(\s*\S+\s*){5}+\s*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	results/orbital.energies.xml







Input



Orbital Energies, all Irreps
========================================

Irrep        no.  (spin)   Occup              E (au)                E (eV)
---------------------------------------------------------------------------
F             1            14.00       -0.36757674632897E+00       -10.0023
S             1             2.00       -0.17807967614530E+00        -4.8458
D             1             1.00       -0.65673904079374E-01        -1.7871
P             1             0.00       -0.21381529425854E-01        -0.5818
S             2             0.00        0.26879232235995E-01         0.7314
D             2             0.00        0.59810837659445E-01         1.6275
S             3             0.00        0.41593031488421E+00        11.3180
D             3             0.00        0.55856291553914E+00        15.1993
F             2             0.00        0.12445144510448E+01        33.8650
F             3             0.00        0.10105604536582E+02       274.9875
S             4             0.00        0.28122880530536E+04     76526.2516






Output text



<comment class="example.output" id="orbital.energies">
        <module cmlx:lineCount="16" cmlx:templateRef="orbital.energies">
          <list cmlx:lineCount="11" cmlx:templateRef="energies">
            <array dataType="xsd:string" dictRef="cc:irrep" size="11">F S D P S D S D F F S</array>
            <array dataType="xsd:integer" dictRef="cc:serial" size="11">1 1 1 1 2 2 3 3 2 3 4</array>
            <array dataType="xsd:double" dictRef="cc:occup" size="11">14.0 2.0 1.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
            <array dataType="xsd:double" dictRef="cc:energy" units="nonsi:electronvolt" size="11">-10.0023 -4.8458 -1.7871 -0.5818 0.7314 1.6275 11.318 15.1993 33.865 274.9875 76526.2516</array>
          </list>
        </module>
    </comment>






Template definition



<record repeat="5" />
<record id="energies" repeat="*" makeArray="true">{A,cc:irrep}{I,cc:serial}{F,cc:occup}\s+\S+\s+{F,cc:energy}</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
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orbital.energies.spin


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	orbital.energies.spin



	name

	Orbital Energies, all Irreps, both Spins



	pattern

	\s*Orbital\sEnergies,\sall\sIrreps,\sboth\sSpins.*



	endPattern

	(\s*\S+\s*){6}+\s*$\s*



	endOffset

	1



	xml:base

	results/orbital.energies.spin.xml







Input



Orbital Energies, all Irreps, both Spins
========================================

Irrep        no.  (spin)   Occup              E (au)                E (eV)
---------------------------------------------------------------------------
A1            1     A       1.00       -0.22582773237906E+01       -61.4509
A1            1      B      1.00       -0.22573719983754E+01       -61.4262
A1            2     A       1.00       -0.22570204339745E+01       -61.4167
E1            1     A       2.00       -0.22569404938931E+01       -61.4145
B1            1     A       1.00       -0.22568531720016E+01       -61.4121
A1            2      B      1.00       -0.22545023241911E+01       -61.3481
E1            1      B      2.00       -0.22544195474171E+01       -61.3459
B1            1      B      1.00       -0.22543311267905E+01       -61.3435
A1            3     A       1.00       -0.22449540156644E+01       -61.0883
E1            2     A       2.00       -0.22448505218993E+01       -61.0855
B1            2     A       1.00       -0.22447507790849E+01       -61.0828
A1            3      B      1.00       -0.22434956855654E+01       -61.0486
E1            2      B      2.00       -0.22433919573608E+01       -61.0458
B1            2      B      1.00       -0.22432915835482E+01       -61.0431
A1            4     A       1.00       -0.18506457393491E+01       -50.3586
A1            4      B      1.00       -0.18240262262113E+01       -49.6343
A1            5     A       1.00       -0.96666238235279E+00       -26.3042
A1            5      B      1.00       -0.96558581954642E+00       -26.2749
E1            3     A       2.00       -0.96481295942134E+00       -26.2539
A1            6     A       1.00       -0.96396454175526E+00       -26.2308
E1            3      B      2.00       -0.96338280046639E+00       -26.2150
A1            6      B      1.00       -0.96316838952579E+00       -26.2091
B1            3     A       1.00       -0.96314194511333E+00       -26.2084
B1            3      B      1.00       -0.96178546307022E+00       -26.1715
B2            1     A       1.00       -0.95961662050769E+00       -26.1125
E1            4     A       2.00       -0.95847430509406E+00       -26.0814
E1            5     A       2.00       -0.95671105889877E+00       -26.0334
E1            4      B      2.00       -0.95653952754415E+00       -26.0288
B2            1      B      1.00       -0.95537764230143E+00       -25.9971
A1            7     A       1.00       -0.95530797618508E+00       -25.9953
B1            4     A       1.00       -0.95509474114084E+00       -25.9895
A2            1     A       1.00       -0.95434084293603E+00       -25.9689
E1            6     A       2.00       -0.95432039082340E+00       -25.9684
A1            8     A       1.00       -0.95375892219970E+00       -25.9531
A1            7      B      1.00       -0.95298842832558E+00       -25.9321
E1            5      B      2.00       -0.95253408842284E+00       -25.9198
E1            7     A       2.00       -0.95238175203252E+00       -25.9156
E1            6      B      2.00       -0.95154939090686E+00       -25.8930
A1            8      B      1.00       -0.95119174662343E+00       -25.8832
B1            4      B      1.00       -0.95091571806700E+00       -25.8757
B1            5     A       1.00       -0.95056499853468E+00       -25.8662
E1            7      B      2.00       -0.95052623066239E+00       -25.8651
A2            1      B      1.00       -0.95004854405211E+00       -25.8521
B1            5      B      1.00       -0.94977841763989E+00       -25.8448
B2            2     A       1.00       -0.94749674287500E+00       -25.7827
B2            2      B      1.00       -0.94506112488852E+00       -25.7164
E1            8     A       2.00       -0.94431376856528E+00       -25.6961
A1            9     A       1.00       -0.94271942345589E+00       -25.6527
E1            9     A       2.00       -0.94241573243398E+00       -25.6444
B1            6     A       1.00       -0.94215410693962E+00       -25.6373
E1            8      B      2.00       -0.94192247423352E+00       -25.6310
A2            2     A       1.00       -0.94176298452313E+00       -25.6267






Output text



<comment class="example.output" id="orbital.energies.spin">
        <module cmlx:lineCount="57" cmlx:templateRef="orbital.energies.spin">
            <list cmlx:lineCount="52" cmlx:templateRef="energies">
                <array dataType="xsd:string" dictRef="cc:irrep" size="52">A1 A1 A1 E1 B1 A1 E1 B1 A1 E1 B1 A1 E1 B1 A1 A1 A1 A1 E1 A1 E1 A1 B1 B1 B2 E1 E1 E1 B2 A1 B1 A2 E1 A1 A1 E1 E1 E1 A1 B1 B1 E1 A2 B1 B2 B2 E1 A1 E1 B1 E1 A2</array>
                <array dataType="xsd:integer" dictRef="cc:serial" size="52">1 1 2 1 1 2 1 1 3 2 2 3 2 2 4 4 5 5 3 6 3 6 3 3 1 4 5 4 1 7 4 1 6 8 7 5 7 6 8 4 5 7 1 5 2 2 8 9 9 6 8 2</array>
                <array dataType="xsd:string" dictRef="cc:spin" size="52">A B A A A B B B A A A B B B A B A B A A B B A B A A A B B A A A A A B B A B B B A B B B A B A A A A B A</array>
                <array dataType="xsd:double" dictRef="cc:occup" size="52">1.0 1.0 1.0 2.0 1.0 1.0 2.0 1.0 1.0 2.0 1.0 1.0 2.0 1.0 1.0 1.0 1.0 1.0 2.0 1.0 2.0 1.0 1.0 1.0 1.0 2.0 2.0 2.0 1.0 1.0 1.0 1.0 2.0 1.0 1.0 2.0 2.0 2.0 1.0 1.0 1.0 2.0 1.0 1.0 1.0 1.0 2.0 1.0 2.0 1.0 2.0 1.0</array>
                <array dataType="xsd:double" dictRef="cc:energy" size="52" units="nonsi:electronvolt">-61.4509 -61.4262 -61.4167 -61.4145 -61.4121 -61.3481 -61.3459 -61.3435 -61.0883 -61.0855 -61.0828 -61.0486 -61.0458 -61.0431 -50.3586 -49.6343 -26.3042 -26.2749 -26.2539 -26.2308 -26.215 -26.2091 -26.2084 -26.1715 -26.1125 -26.0814 -26.0334 -26.0288 -25.9971 -25.9953 -25.9895 -25.9689 -25.9684 -25.9531 -25.9321 -25.9198 -25.9156 -25.893 -25.8832 -25.8757 -25.8662 -25.8651 -25.8521 -25.8448 -25.7827 -25.7164 -25.6961 -25.6527 -25.6444 -25.6373 -25.631 -25.6267</array>
            </list>
        </module>
    </comment>






Template definition



<record repeat="5" />
<record id="energies" makeArray="true" repeat="*">{A,cc:irrep}{I,cc:serial}{A,cc:spin}{F,cc:occup}\s+\S+\s+{F,cc:energy}</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />








          

      

      

    

  

  
    

    fit.test
    

    

   


  

    
      
          
            
  
fit.test


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	fit.test



	name

	Fit test



	pattern

	\s*Fit\stest:.*



	endPattern

	\s*SCF:.*



	endOffset

	1



	repeat

	*



	xml:base

	results/fit.test.xml







Input



Fit test: (difference of exact and fit density, squared integrated, result summed over spins)
        Sum-of-Fragments:                             0.00000604855883
        Orthogonalized Fragments:                     0.01126932738939
        SCF:                                          0.00379056264226






Output text



<comment class="example.output" id="fit.test">
        <module cmlx:lineCount="4" cmlx:templateRef="fit.test">
            <scalar dataType="xsd:double" dictRef="cc:sumfragments">6.04855883E-6</scalar>
            <scalar dataType="xsd:double" dictRef="cc:ortho">0.01126932738939</scalar>
            <scalar dataType="xsd:double" dictRef="cc:fitscf">0.00379056264226</scalar>
        </module>
    </comment>






Template definition



<record repeat="1" />
<templateList>  <template pattern="\s*Sum-of-Fragments.*" endPattern=".*" endOffset="0">    <record>\s*Sum-of-Fragments:{F,cc:sumfragments}</record>
        </template>  <template pattern="\s*Orthogonalized\sFragments.*" endPattern=".*" endOffset="0">    <record>\s*Orthogonalized\sFragments:{F,cc:ortho}</record>
        </template>  <template pattern="\s*SCF.*" endPattern=".*" endPattern2="~" endOffset="0">    <record>\s*SCF:{F,cc:fitscf}</record>
        </template>
    </templateList>
<transform process="pullup" repeat="2" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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mulliken


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	mulliken



	name

	Mulliken populations



	pattern

	\s*M\sU&
#92;sL\sL\sI\sK\sE\sN\s+P\sO\sP\sU\sL\sA\sT\sI\sO\sN\sS.*



	endPattern

	\s*={5,}+\s*$\s*.*$\s*={5,}+.*



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	results/mulliken.xml







Input



=======================================
M U L L I K E N   P O P U L A T I O N S
=======================================

The survey below gives for each atom:
a) the total charge (Z minus electrons)
b) the net spin polarization (nr of electrons spin-A minus spin-B)
c) for each spin the atomic electron valence density (integrated) per L-value.

Atom              Charge    Spin density          S         P         D         F
----              ------    ------------       ------    ------    ------    ------
1 V               0.0000                       4.0000    6.0000    3.0000    0.0000






Input



=======================================
M U L L I K E N   P O P U L A T I O N S
=======================================

The survey below gives for each atom:
a) the total charge (Z minus electrons)
b) the net spin polarization (nr of electrons spin-A minus spin-B)
c) for each spin the atomic electron valence density (integrated) per L-value.

Atom              Charge    Spin density          S         P         D         F
----              ------    ------------       ------    ------    ------    ------
1 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
2 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
3 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
4 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
5 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
6 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
7 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
8 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
9 V               1.7257          0.7502   A:  0.9934    3.0815    1.9374    0.0000
                                           B:  0.9765    3.0591    1.2265    0.0000
10 W              2.3293          0.0910   A:  1.0531    3.0495    1.7635    7.0147
                                           B:  1.0498    3.0468    1.6785    7.0147
11 O             -1.1604         -0.0024   A:  0.9585    2.6093    0.0111    0.0000
                                           B:  0.9584    2.6118    0.0111    0.0000
12 O             -1.1754         -0.0003   A:  0.9595    2.6156    0.0125    0.0000
                                           B:  0.9595    2.6159    0.0125    0.0000
13 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
14 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
15 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
16 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
17 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
18 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
19 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
20 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
21 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
22 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
23 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
24 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
25 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
26 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
27 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
28 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
29 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
30 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
31 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
32 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
33 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
34 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
35 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000
36 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000
37 O             -0.8586         -0.0744   A:  0.9769    2.4037    0.0115    0.0000
                                           B:  0.9784    2.4775    0.0106    0.0000
38 O             -0.8922         -0.0057   A:  0.9692    2.4594    0.0146    0.0000
                                           B:  0.9693    2.4652    0.0145    0.0000
39 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
40 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
41 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000
42 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000






Input



=======================================
M U L L I K E N   P O P U L A T I O N S
=======================================

The survey below gives for each atom:
a) the total charge (Z minus electrons)
b) the net spin polarization (nr of electrons spin-A minus spin-B)
c) for each spin the atomic electron valence density (integrated) per L-value.

Atom              Charge    Spin density          S         P         D         F
----              ------    ------------       ------    ------    ------    ------
1 Mo              2.3148                       1.9112    6.0878    3.6862    0.0000
2 Mo              2.3148                       1.9112    6.0878    3.6862    0.0000
3 Mo              2.2875                       1.9048    6.1056    3.7021    0.0000
4 W               2.4168                       2.0717    6.1305    3.3523   14.0288
5 W               2.3976                       2.0796    6.1330    3.3611   14.0287
6 W               2.3976                       2.0796    6.1330    3.3611   14.0287
7 O              -1.2419                       1.9128    5.3005    0.0286    0.0000
8 O              -0.8605                       1.9513    4.8800    0.0292    0.0000
9 O              -0.8605                       1.9513    4.8800    0.0292    0.0000
10 O             -0.8834                       1.9495    4.9027    0.0312    0.0000
11 O             -0.8834                       1.9495    4.9027    0.0312    0.0000
12 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
13 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
14 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
15 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
16 O             -0.8783                       1.9520    4.8950    0.0313    0.0000
17 O             -0.8783                       1.9520    4.8950    0.0313    0.0000
18 O             -0.9097                       1.9491    4.9273    0.0334    0.0000
19 O             -0.9097                       1.9491    4.9273    0.0334    0.0000
20 O             -0.6859                       1.9751    4.6770    0.0337    0.0000
21 O             -0.6859                       1.9751    4.6770    0.0337    0.0000
22 O             -0.6851                       1.9751    4.6762    0.0338    0.0000
23 O             -0.7487                       1.9640    4.7484    0.0363    0.0000
24 O             -0.7471                       1.9639    4.7469    0.0363    0.0000
25 O             -0.7471                       1.9639    4.7469    0.0363    0.0000






Output text



<comment class="example.output" id="mulliken">
        <module cmlx:lineCount="640" cmlx:templateRef="mulliken">
            <module cmlx:lineCount="3" cmlx:templateRef="charges">
                <list id="row" cmlx:templateRef="row">
                    <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">W</scalar>
                    <scalar dataType="xsd:double" dictRef="x:charge">0.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalS">4.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalP">6.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalD">4.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalF">14.0</scalar>
                </list>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="mulliken.2">
        <module cmlx:lineCount="613" cmlx:templateRef="mulliken">
            <module cmlx:lineCount="86" cmlx:templateRef="charges">
                <list id="row" cmlx:templateRef="row">
                    <array dataType="xsd:integer" size="42" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42</array>
                    <array dataType="xsd:string" size="42" dictRef="cc:elementType">W W W W W W W W V W O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O</array>
                    <array dataType="xsd:double" size="42" dictRef="x:charge">2.4242 2.4242 2.4557 2.4557 2.4242 2.4242 2.4557 2.4557 1.7257 2.3293 -1.1604 -1.1754 -0.9631 -0.9631 -0.9631 -0.9631 -0.958 -0.958 -0.958 -0.958 -0.8859 -0.8859 -0.9452 -0.9452 -0.9305 -0.9305 -0.8859 -0.8859 -0.9452 -0.9452 -0.9305 -0.9305 -0.8501 -0.8501 -0.8391 -0.8391 -0.8586 -0.8922 -0.8501 -0.8501 -0.8391 -0.8391</array>
                    <array dataType="xsd:double" size="42" dictRef="a:spinDensity">0.0287 0.0287 0.0105 0.0105 0.0287 0.0287 0.0105 0.0105 0.7502 0.091 -0.0024 -3.0E-4 0.0277 0.0277 0.0277 0.0277 0.009 0.009 0.009 0.009 -0.0099 -0.0099 0.0011 0.0011 -0.0025 -0.0025 -0.0099 -0.0099 0.0011 0.0011 -0.0025 -0.0025 -0.0033 -0.0033 -9.0E-4 -9.0E-4 -0.0744 -0.0057 -0.0033 -0.0033 -9.0E-4 -9.0E-4</array>
                    <array dataType="xsd:string" size="84" dictRef="a:spin">A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalS">1.0491 1.0488 1.0491 1.0488 1.046 1.0457 1.046 1.0457 1.0491 1.0488 1.0491 1.0488 1.046 1.0457 1.046 1.0457 0.9934 0.9765 1.0531 1.0498 0.9585 0.9584 0.9595 0.9595 0.9705 0.97 0.9705 0.97 0.9705 0.97 0.9705 0.97 0.971 0.9708 0.971 0.9708 0.971 0.9708 0.971 0.9708 0.9705 0.9717 0.9705 0.9717 0.9692 0.9693 0.9692 0.9693 0.9639 0.964 0.9639 0.964 0.9705 0.9717 0.9705 0.9717 0.9692 0.9693 0.9692 0.9693 0.9639 0.964 0.9639 0.964 0.9737 0.9738 0.9737 0.9738 0.975 0.975 0.975 0.975 0.9769 0.9784 0.9692 0.9693 0.9737 0.9738 0.9737 0.9738 0.975 0.975 0.975 0.975</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalP">3.0482 3.0479 3.0482 3.0479 3.0467 3.0466 3.0467 3.0466 3.0482 3.0479 3.0482 3.0479 3.0467 3.0466 3.0467 3.0466 3.0815 3.0591 3.0495 3.0468 2.6093 2.6118 2.6156 2.6159 2.5082 2.4809 2.5082 2.4809 2.5082 2.4809 2.5082 2.4809 2.4958 2.4869 2.4958 2.4869 2.4958 2.4869 2.4958 2.4869 2.4506 2.4619 2.4506 2.4619 2.4882 2.4874 2.4882 2.4874 2.4866 2.4891 2.4866 2.4891 2.4506 2.4619 2.4506 2.4619 2.4882 2.4874 2.4882 2.4874 2.4866 2.4891 2.4866 2.4891 2.4339 2.4372 2.4339 2.4372 2.4281 2.429 2.4281 2.429 2.4037 2.4775 2.4594 2.4652 2.4339 2.4372 2.4339 2.4372 2.4281 2.429 2.4281 2.429</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalD">1.6903 1.6623 1.6903 1.6623 1.6701 1.66 1.6701 1.66 1.6903 1.6623 1.6903 1.6623 1.6701 1.66 1.6701 1.66 1.9374 1.2265 1.7635 1.6785 0.0111 0.0111 0.0125 0.0125 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0169 0.0144 0.0169 0.0144 0.0158 0.0154 0.0158 0.0154 0.0135 0.0135 0.0135 0.0135 0.0169 0.0144 0.0169 0.0144 0.0158 0.0154 0.0158 0.0154 0.0135 0.0135 0.0135 0.0135 0.0158 0.0157 0.0158 0.0157 0.016 0.0159 0.016 0.0159 0.0115 0.0106 0.0146 0.0145 0.0158 0.0157 0.0158 0.0157 0.016 0.0159 0.016 0.0159</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalF">7.0146 7.0146 7.0146 7.0146 7.0147 7.0147 7.0147 7.0147 7.0146 7.0146 7.0146 7.0146 7.0147 7.0147 7.0147 7.0147 0.0 0.0 7.0147 7.0147 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
                </list>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="mulliken.3">
        <module cmlx:lineCount="182" cmlx:templateRef="mulliken">
            <module cmlx:lineCount="27" cmlx:templateRef="charges">
                <list id="row" cmlx:templateRef="row">
                    <array dataType="xsd:integer" size="25" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25</array>
                    <array dataType="xsd:string" size="25" dictRef="cc:elementType">Mo Mo Mo W W W O O O O O O O O O O O O O O O O O O O</array>
                    <array dataType="xsd:double" size="25" dictRef="x:charge">2.3148 2.3148 2.2875 2.4168 2.3976 2.3976 -1.2419 -0.8605 -0.8605 -0.8834 -0.8834 -0.8809 -0.8809 -0.8809 -0.8809 -0.8783 -0.8783 -0.9097 -0.9097 -0.6859 -0.6859 -0.6851 -0.7487 -0.7471 -0.7471</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalS">1.9112 1.9112 1.9048 2.0717 2.0796 2.0796 1.9128 1.9513 1.9513 1.9495 1.9495 1.9509 1.9509 1.9509 1.9509 1.952 1.952 1.9491 1.9491 1.9751 1.9751 1.9751 1.964 1.9639 1.9639</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalP">6.0878 6.0878 6.1056 6.1305 6.133 6.133 5.3005 4.88 4.88 4.9027 4.9027 4.8988 4.8988 4.8988 4.8988 4.895 4.895 4.9273 4.9273 4.677 4.677 4.6762 4.7484 4.7469 4.7469</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalD">3.6862 3.6862 3.7021 3.3523 3.3611 3.3611 0.0286 0.0292 0.0292 0.0312 0.0312 0.0312 0.0312 0.0312 0.0312 0.0313 0.0313 0.0334 0.0334 0.0337 0.0337 0.0338 0.0363 0.0363 0.0363</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalF">0.0 0.0 0.0 14.0288 14.0287 14.0287 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="charges" pattern="\s*Atom\s*Charge\s*Spin density.*" endPattern="\s*" endOffset="0">    <record repeat="2" />    <templateList>      <template pattern="(\s*\S+\s*){9}+" endPattern=".*" endPattern2="~" endOffset="1" repeat="*">        <record id="1">{I,cc:serial}{A,cc:elementType}{F,x:charge}{F,a:spinDensity}{A,a:spin}:{F,a:orbitalS}{F,a:orbitalP}{F,a:orbitalD}{F,a:orbitalF}</record>        <record>\s*{A,a:spin}:{F,a:orbitalS}{F,a:orbitalP}{F,a:orbitalD}{F,a:orbitalF}</record>
                </template>      <template pattern="(\s*\S+\s*){7}+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record id="2">{I,cc:serial}{A,cc:elementType}{F,x:charge}{F,a:orbitalS}{F,a:orbitalP}{F,a:orbitalD}{F,a:orbitalF}</record>
                </template>
            </templateList>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:charge']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:spinDensity']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:spin']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalS']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalP']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalD']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalF']" />    <transform process="pullup" repeat="3" xpath=".//cml:scalar" />    <transform process="pullup" repeat="3" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:array[@dictRef='spin']" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />    <transform process="addChild" xpath="." elementName="cml:list" id="row" />    <transform process="addAttribute" xpath=".//cml:list[@id='row']" name="cmlx:templateRef" value="row" />    <transform process="move" xpath=".//cml:array" to=".//cml:list[@cmlx:templateRef='row']" />    <transform process="move" xpath=".//cml:scalar" to=".//cml:list[@cmlx:templateRef='row']" />
        </template>

    </templateList>
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	multipole



	name

	Multipole derived atomic charges



	pattern

	\s*\sM\sU\sL\sT\sI\sP\sO\sL\sE\s+D\sE\sR\sI&#
92;sV\sE\sD\s+C\sH\sA\sR\sG\sE\s+A\sN\sA\sL\sY\sS\sI\sS.*



	endPattern

	\s*={5,}+\s*$\s*.*$\s*={5,}+.*



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	results/multipole/multipole.xml







Comment



 =================================================================
 M U L T I P O L E   D E R I V E D   C H A R G E   A N A L Y S I S
 =================================================================

  ---------------------------------------
 Multipole derived atomic charges (a.u.)
 ---------------------------------------
...

 ----------------------------------
 MDC atomic charges (spinA + spinB)
 ----------------------------------
...

 ----------------------------------
 MDC spin density (spinA - spinB)
 ----------------------------------
...






Template definition



<templateList>  <xi:include href="multipole/atomic.charges.xml" />  <xi:include href="multipole/atomic.charges.spin.xml" />  <xi:include href="multipole/spin.density.xml" />
    </templateList>







atomic.charges


Implementation level





	Type

	Status





	CML extraction template

	[image: image3]



	HTML5 representation

	[image: image4]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	atomic.charges



	name

	Multipole derived atomic charges



	pattern

	\s*Multipole\sderived\satomic\scharges.*



	endPattern

	\s*\d+\s+[a-zA-Z]+.*$\s*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	multipole/atomic.charges.xml







Input



---------------------------------------
Multipole derived atomic charges (a.u.)
---------------------------------------

The MDC-m charges are just the Monopole terms in the multipole expansion, while for the MDC-d charges
also the Dipoles are reconstructed. The usually preferred charges are the MDC-q charges.
These reconstruct the Monopoles, Dipoles and Quadrupoles (both atomic AND molecular).

       Atom    Level:     MDC-m        MDC-d        MDC-q
---------------------------------------------------------
    1     C           -0.075557    -0.078482    -0.054478
    2     C           -0.084875    -0.084295    -0.061208
    3     C           -0.085796    -0.033633    -0.042267
    4     C           -0.080729    -0.032957    -0.040164
    5     C           -0.117513    -0.057666    -0.037879
    6     C           -0.010384    -0.016576     0.016869
    7     C           -0.014865    -0.013944     0.017432
    8     C           -0.039447     0.005299    -0.007335
    9     C           -0.035558     0.002807    -0.006280
   10     C           -0.140545    -0.112301    -0.069237
   11     C           -0.093525    -0.025081    -0.031398
   12     C           -0.087944    -0.021211    -0.021392
   13     C           -0.051656    -0.037707    -0.042409
   14     C           -0.063214    -0.036357    -0.045044
   15     C           -0.059823    -0.080014    -0.046854
   16     C           -0.057707    -0.086737    -0.045563
   17     C           -0.174511    -0.110768    -0.099985
   18     C           -0.169348    -0.088768    -0.087016
   19     C           -0.059928     0.006916    -0.005096
   20     C           -0.038476     0.010626     0.002045
   21     C           -0.137986    -0.052534    -0.056717
   22     C           -0.154260    -0.094904    -0.081970
   23     C           -0.072053    -0.053537    -0.047738
   24     C           -0.088418    -0.043317    -0.046472
   25     C           -0.025616    -0.037055     0.000915
   26     C           -0.025758    -0.039806    -0.000276
   27     C           -0.107324    -0.044610    -0.044409
   28     C           -0.107831    -0.039804    -0.046648
   29     C           -0.185423    -0.151088    -0.128342
   30     C           -0.084500    -0.041282    -0.040035
   31     C           -0.070153    -0.045442    -0.036893
   32     C           -0.034185    -0.008701     0.014309
   33     C           -0.059330    -0.010679     0.004267
   34     C           -0.035974    -0.046885    -0.035621
   35     C           -0.040633    -0.053112    -0.037538
   36     C           -0.038371    -0.056938    -0.019637
   37     C           -0.034467    -0.055265    -0.019209
   38     C           -0.010778     0.005233     0.028622
   39     C           -0.008364     0.002873     0.027851
   40     C           -0.074891    -0.042884    -0.045303
   41     C           -0.064980    -0.046496    -0.043545
   42     C           -0.067089    -0.019397     0.011464
   43     C           -0.106959    -0.037137    -0.043870
   44     C           -0.127673    -0.039221    -0.050866
   45     C            0.018482     0.015851     0.024619
   46     C            0.012389     0.006709     0.024671
   47     C           -0.034244    -0.038193    -0.016963
   48     C           -0.031832    -0.032254    -0.015054
   49     C           -0.082709    -0.078018    -0.044876
   50     C           -0.081218    -0.073005    -0.045893
   51     C           -0.101071    -0.039853    -0.050384
   52     C           -0.106166    -0.046985    -0.055545
   53     C           -0.066249    -0.073775    -0.034538
   54     C           -0.074876    -0.066876    -0.034073
   55     C           -0.084705    -0.065120    -0.055458
   56     C           -0.078436    -0.060395    -0.051188
   57     C           -0.033914    -0.040003    -0.024047
   58     C           -0.038742    -0.044510    -0.027015
   59     C           -0.067102    -0.063352    -0.044178
   60     C           -0.063243    -0.058498    -0.037999
   61     C           -0.053723    -0.049244    -0.035089
   62     C           -0.050768    -0.051351    -0.034332
   63     C           -0.039943    -0.013561    -0.007064
   64     C           -0.037387    -0.011510    -0.006526
   65     C           -0.110271    -0.097706    -0.066931
   66     C           -0.123280    -0.102139    -0.075984
   67     C           -0.076382    -0.019494    -0.047511
   68     C           -0.077720    -0.019157    -0.048881
   69     C           -0.028313    -0.040260     0.013702
   70     C           -0.107797    -0.090246    -0.041054
   71     C           -0.079936    -0.008578    -0.022298
   72     C           -0.079340    -0.008857    -0.022631
   73     C           -0.067478    -0.015242    -0.016472
   74     C           -0.065326    -0.017551    -0.016087
   75     C           -0.084820    -0.032011    -0.044740
   76     C           -0.095196    -0.030611    -0.026378
   77     C           -0.104437    -0.031428    -0.021139
   78     C           -0.099938    -0.028898    -0.018023
   79     C           -0.138332    -0.061493    -0.049031
   80     C           -0.137518    -0.058157    -0.047431
   81     C           -0.144286    -0.121826    -0.093276
   82     C           -0.143299    -0.120784    -0.091902
   83     Y            3.043933     1.806456     1.554775
   84     N           -2.552872    -1.595216    -1.794638
   85     Y            2.860509     1.788338     1.525501
   86     Y            2.811973     1.731643     1.466280






Output text



<comment class="example.output" id="atomic.charges">
        <module cmlx:lineCount="96" cmlx:templateRef="atomic.charges">
            <list cmlx:lineCount="86" cmlx:templateRef="multipole">
                <array dataType="xsd:integer" dictRef="cc:serial" size="86">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86</array>
                <array dataType="xsd:string" dictRef="cc:elementType" size="86">C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C Y N Y Y</array>
                <array dataType="xsd:double" dictRef="a:mdcm" size="86">-0.075557 -0.084875 -0.085796 -0.080729 -0.117513 -0.010384 -0.014865 -0.039447 -0.035558 -0.140545 -0.093525 -0.087944 -0.051656 -0.063214 -0.059823 -0.057707 -0.174511 -0.169348 -0.059928 -0.038476 -0.137986 -0.15426 -0.072053 -0.088418 -0.025616 -0.025758 -0.107324 -0.107831 -0.185423 -0.0845 -0.070153 -0.034185 -0.05933 -0.035974 -0.040633 -0.038371 -0.034467 -0.010778 -0.008364 -0.074891 -0.06498 -0.067089 -0.106959 -0.127673 0.018482 0.012389 -0.034244 -0.031832 -0.082709 -0.081218 -0.101071 -0.106166 -0.066249 -0.074876 -0.084705 -0.078436 -0.033914 -0.038742 -0.067102 -0.063243 -0.053723 -0.050768 -0.039943 -0.037387 -0.110271 -0.12328 -0.076382 -0.07772 -0.028313 -0.107797 -0.079936 -0.07934 -0.067478 -0.065326 -0.08482 -0.095196 -0.104437 -0.099938 -0.138332 -0.137518 -0.144286 -0.143299 3.043933 -2.552872 2.860509 2.811973</array>
                <array dataType="xsd:double" dictRef="a:mdcd" size="86">-0.078482 -0.084295 -0.033633 -0.032957 -0.057666 -0.016576 -0.013944 0.005299 0.002807 -0.112301 -0.025081 -0.021211 -0.037707 -0.036357 -0.080014 -0.086737 -0.110768 -0.088768 0.006916 0.010626 -0.052534 -0.094904 -0.053537 -0.043317 -0.037055 -0.039806 -0.04461 -0.039804 -0.151088 -0.041282 -0.045442 -0.008701 -0.010679 -0.046885 -0.053112 -0.056938 -0.055265 0.005233 0.002873 -0.042884 -0.046496 -0.019397 -0.037137 -0.039221 0.015851 0.006709 -0.038193 -0.032254 -0.078018 -0.073005 -0.039853 -0.046985 -0.073775 -0.066876 -0.06512 -0.060395 -0.040003 -0.04451 -0.063352 -0.058498 -0.049244 -0.051351 -0.013561 -0.01151 -0.097706 -0.102139 -0.019494 -0.019157 -0.04026 -0.090246 -0.008578 -0.008857 -0.015242 -0.017551 -0.032011 -0.030611 -0.031428 -0.028898 -0.061493 -0.058157 -0.121826 -0.120784 1.806456 -1.595216 1.788338 1.731643</array>
                <array dataType="xsd:double" dictRef="a:mdcq" size="86">-0.054478 -0.061208 -0.042267 -0.040164 -0.037879 0.016869 0.017432 -0.007335 -0.00628 -0.069237 -0.031398 -0.021392 -0.042409 -0.045044 -0.046854 -0.045563 -0.099985 -0.087016 -0.005096 0.002045 -0.056717 -0.08197 -0.047738 -0.046472 9.15E-4 -2.76E-4 -0.044409 -0.046648 -0.128342 -0.040035 -0.036893 0.014309 0.004267 -0.035621 -0.037538 -0.019637 -0.019209 0.028622 0.027851 -0.045303 -0.043545 0.011464 -0.04387 -0.050866 0.024619 0.024671 -0.016963 -0.015054 -0.044876 -0.045893 -0.050384 -0.055545 -0.034538 -0.034073 -0.055458 -0.051188 -0.024047 -0.027015 -0.044178 -0.037999 -0.035089 -0.034332 -0.007064 -0.006526 -0.066931 -0.075984 -0.047511 -0.048881 0.013702 -0.041054 -0.022298 -0.022631 -0.016472 -0.016087 -0.04474 -0.026378 -0.021139 -0.018023 -0.049031 -0.047431 -0.093276 -0.091902 1.554775 -1.794638 1.525501 1.46628</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Atom\s+Level.*" endPattern="~">    <record repeat="2" />    <record id="multipole" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,a:mdcm}{F,a:mdcd}{F,a:mdcq}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='multipole']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />







atomic.charges.spin


Implementation level





	Type

	Status





	CML extraction template

	[image: image5]



	HTML5 representation

	[image: image6]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	atomic.charges.spin



	name

	Multipole derived atomic charges (a.u.)



	pattern

	\s+MDC\satomic\scharges\s\(spinA\s\+\sspinB\).*



	endPattern

	\s*\d+\s+[a-zA-Z]+.*$\s*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	multipole/atomic.charges.spin.xml







Input



----------------------------------
MDC atomic charges (spinA + spinB)
----------------------------------

The MDC-m charges are just the Monopole terms in the multipole expansion, while for the MDC-d charges
also the Dipoles are reconstructed. The usually preferred charges are the MDC-q charges.
These reconstruct the Monopoles, Dipoles and Quadrupoles (both atomic AND molecular).

Given here are the atomic charges of both spins added. These should be compared
to the values from a "normal" RESTRICTED calculation.

       Atom    Level:     MDC-m        MDC-d        MDC-q
---------------------------------------------------------
    1     W            3.000972     2.177370     2.207192
    2     W            3.000972     2.177370     2.207192
    3     W            3.043655     2.208777     2.237784
    4     W            3.043655     2.208777     2.237784
    5     W            3.000972     2.177370     2.207192
    6     W            3.000972     2.177370     2.207192
    7     W            3.043655     2.208777     2.237784
    8     W            3.043655     2.208777     2.237784
    9     V            2.054217     1.502788     1.529753
   10     W            3.037809     2.192558     2.221109
   11     O           -1.183864    -0.653286    -0.702534
   12     O           -1.226655    -0.685052    -0.735446
   13     O           -1.162829    -0.907201    -0.903050
   14     O           -1.162829    -0.907201    -0.903050
   15     O           -1.162829    -0.907201    -0.903050
   16     O           -1.162829    -0.907201    -0.903050
   17     O           -1.182133    -0.923290    -0.927429
   18     O           -1.182133    -0.923290    -0.927429
   19     O           -1.182133    -0.923290    -0.927429
   20     O           -1.182133    -0.923290    -0.927429
   21     O           -1.080338    -0.890870    -0.892511
   22     O           -1.080338    -0.890870    -0.892511
   23     O           -1.187710    -0.966622    -0.963185
   24     O           -1.187710    -0.966622    -0.963185
   25     O           -1.164405    -0.870966    -0.926617
   26     O           -1.164405    -0.870966    -0.926617
   27     O           -1.080338    -0.890870    -0.892511
   28     O           -1.080338    -0.890870    -0.892511
   29     O           -1.187710    -0.966622    -0.963185
   30     O           -1.187710    -0.966622    -0.963185
   31     O           -1.164405    -0.870966    -0.926617
   32     O           -1.164405    -0.870966    -0.926617
   33     O           -0.976690    -0.765843    -0.762622
   34     O           -0.976690    -0.765843    -0.762622
   35     O           -0.987418    -0.774929    -0.763233
   36     O           -0.987418    -0.774929    -0.763233
   37     O           -0.828075    -0.668503    -0.680506
   38     O           -1.065854    -0.834207    -0.857692
   39     O           -0.976690    -0.765843    -0.762622
   40     O           -0.976690    -0.765843    -0.762622
   41     O           -0.987418    -0.774929    -0.763233
   42     O           -0.987418    -0.774929    -0.763233






Output text



<comment class="example.output" id="atomic.charges.spin">
        <module cmlx:lineCount="55" cmlx:templateRef="atomic.charges.spin">
            <list cmlx:lineCount="42" cmlx:templateRef="spin">
                <array dataType="xsd:integer" dictRef="cc:serial" size="42">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42</array>
                <array dataType="xsd:string" dictRef="cc:elementType" size="42">W W W W W W W W V W O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O</array>
                <array dataType="xsd:double" dictRef="a:mdcm" size="42">3.000972 3.000972 3.043655 3.043655 3.000972 3.000972 3.043655 3.043655 2.054217 3.037809 -1.183864 -1.226655 -1.162829 -1.162829 -1.162829 -1.162829 -1.182133 -1.182133 -1.182133 -1.182133 -1.080338 -1.080338 -1.18771 -1.18771 -1.164405 -1.164405 -1.080338 -1.080338 -1.18771 -1.18771 -1.164405 -1.164405 -0.97669 -0.97669 -0.987418 -0.987418 -0.828075 -1.065854 -0.97669 -0.97669 -0.987418 -0.987418</array>
                <array dataType="xsd:double" dictRef="a:mdcd" size="42">2.17737 2.17737 2.208777 2.208777 2.17737 2.17737 2.208777 2.208777 1.502788 2.192558 -0.653286 -0.685052 -0.907201 -0.907201 -0.907201 -0.907201 -0.92329 -0.92329 -0.92329 -0.92329 -0.89087 -0.89087 -0.966622 -0.966622 -0.870966 -0.870966 -0.89087 -0.89087 -0.966622 -0.966622 -0.870966 -0.870966 -0.765843 -0.765843 -0.774929 -0.774929 -0.668503 -0.834207 -0.765843 -0.765843 -0.774929 -0.774929</array>
                <array dataType="xsd:double" dictRef="a:mdcq" size="42">2.207192 2.207192 2.237784 2.237784 2.207192 2.207192 2.237784 2.237784 1.529753 2.221109 -0.702534 -0.735446 -0.90305 -0.90305 -0.90305 -0.90305 -0.927429 -0.927429 -0.927429 -0.927429 -0.892511 -0.892511 -0.963185 -0.963185 -0.926617 -0.926617 -0.892511 -0.892511 -0.963185 -0.963185 -0.926617 -0.926617 -0.762622 -0.762622 -0.763233 -0.763233 -0.680506 -0.857692 -0.762622 -0.762622 -0.763233 -0.763233</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Atom\s+Level.*" endPattern="~">    <record repeat="2" />    <record id="spin" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,a:mdcm}{F,a:mdcd}{F,a:mdcq}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='spin']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />







spin.density


Implementation level





	Type

	Status





	CML extraction template

	[image: image7]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	spin.density



	name

	MDC spin density



	pattern

	\s+MDC\sspin\sdensity\s\(spinA\s\-\sspinB\).*



	endPattern

	\s*\d+\s+[a-zA-Z]+.*$\s*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	multipole/spin.density.xml







Input



--------------------------------
MDC spin density (spinA - spinB)
--------------------------------

With an UNRESTRICTED calculation, there are two sets of atomic multipoles,
one for the Alpha-electrons, and one for the Beta-electrons. For both sets,
we get atomic charges. Reported here are the differences, which usually are
regarded as spin densities.

       Atom    Level:     MDC-m        MDC-d        MDC-q
---------------------------------------------------------
    1     W           -0.095556    -0.079659    -0.078800
    2     W           -0.095556    -0.079659    -0.078800
    3     W           -0.118334    -0.096979    -0.097869
    4     W           -0.118334    -0.096979    -0.097869
    5     W           -0.095556    -0.079659    -0.078800
    6     W           -0.095556    -0.079659    -0.078800
    7     W           -0.118334    -0.096979    -0.097869
    8     W           -0.118334    -0.096979    -0.097869
    9     V            0.026743     0.020389     0.023550
   10     W            0.017092     0.011044     0.014337
   11     O            0.001171     0.001927     0.004075
   12     O            0.000886     0.000746     0.006227
   13     O            0.009845     0.003208    -0.000170
   14     O            0.009845     0.003208    -0.000170
   15     O            0.009845     0.003208    -0.000170
   16     O            0.009845     0.003208    -0.000170
   17     O            0.018074     0.010174     0.005147
   18     O            0.018074     0.010174     0.005147
   19     O            0.018074     0.010174     0.005147
   20     O            0.018074     0.010174     0.005147
   21     O           -0.065793    -0.054650    -0.055226
   22     O           -0.065793    -0.054650    -0.055226
   23     O           -0.045436    -0.040162    -0.039869
   24     O           -0.045436    -0.040162    -0.039869
   25     O            0.018945    -0.002407    -0.000652
   26     O            0.018945    -0.002407    -0.000652
   27     O           -0.065793    -0.054650    -0.055226
   28     O           -0.065793    -0.054650    -0.055226
   29     O           -0.045436    -0.040162    -0.039869
   30     O           -0.045436    -0.040162    -0.039869
   31     O            0.018945    -0.002407    -0.000652
   32     O            0.018945    -0.002407    -0.000652
   33     O            0.007884     0.001339     0.001951
   34     O            0.007884     0.001339     0.001951
   35     O            0.008961     0.001586     0.003487
   36     O            0.008961     0.001586     0.003487
   37     O           -0.000938    -0.002912    -0.000585
   38     O            0.000687    -0.000996     0.000401
   39     O            0.007884     0.001339     0.001951
   40     O            0.007884     0.001339     0.001951
   41     O            0.008961     0.001586     0.003487
   42     O            0.008961     0.001586     0.003487






Output text



<comment class="example.output" id="spin.density">
        <module cmlx:lineCount="53" cmlx:templateRef="spin.density">
            <list cmlx:lineCount="42" cmlx:templateRef="spinDensity">
                <array dataType="xsd:integer" dictRef="cc:serial" size="42">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42</array>
                <array dataType="xsd:string" dictRef="cc:elementType" size="42">W W W W W W W W V W O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O</array>
                <array dataType="xsd:double" dictRef="a:mdcm" size="42">-0.095556 -0.095556 -0.118334 -0.118334 -0.095556 -0.095556 -0.118334 -0.118334 0.026743 0.017092 0.001171 8.86E-4 0.009845 0.009845 0.009845 0.009845 0.018074 0.018074 0.018074 0.018074 -0.065793 -0.065793 -0.045436 -0.045436 0.018945 0.018945 -0.065793 -0.065793 -0.045436 -0.045436 0.018945 0.018945 0.007884 0.007884 0.008961 0.008961 -9.38E-4 6.87E-4 0.007884 0.007884 0.008961 0.008961</array>
                <array dataType="xsd:double" dictRef="a:mdcd" size="42">-0.079659 -0.079659 -0.096979 -0.096979 -0.079659 -0.079659 -0.096979 -0.096979 0.020389 0.011044 0.001927 7.46E-4 0.003208 0.003208 0.003208 0.003208 0.010174 0.010174 0.010174 0.010174 -0.05465 -0.05465 -0.040162 -0.040162 -0.002407 -0.002407 -0.05465 -0.05465 -0.040162 -0.040162 -0.002407 -0.002407 0.001339 0.001339 0.001586 0.001586 -0.002912 -9.96E-4 0.001339 0.001339 0.001586 0.001586</array>
                <array dataType="xsd:double" dictRef="a:mdcq" size="42">-0.0788 -0.0788 -0.097869 -0.097869 -0.0788 -0.0788 -0.097869 -0.097869 0.02355 0.014337 0.004075 0.006227 -1.7E-4 -1.7E-4 -1.7E-4 -1.7E-4 0.005147 0.005147 0.005147 0.005147 -0.055226 -0.055226 -0.039869 -0.039869 -6.52E-4 -6.52E-4 -0.055226 -0.055226 -0.039869 -0.039869 -6.52E-4 -6.52E-4 0.001951 0.001951 0.003487 0.003487 -5.85E-4 4.01E-4 0.001951 0.001951 0.003487 0.003487</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Atom\s+Level.*" endPattern="~">    <record repeat="2" />    <record id="spinDensity" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,a:mdcm}{F,a:mdcd}{F,a:mdcq}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='spinDensity']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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atomic.charges


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	atomic.charges



	name

	Multipole derived atomic charges



	pattern

	\s*Multipole\sderived\satomic\scharges.*



	endPattern

	\s*\d+\s+[a-zA-Z]+.*$\s*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	multipole/atomic.charges.xml







Input



---------------------------------------
Multipole derived atomic charges (a.u.)
---------------------------------------

The MDC-m charges are just the Monopole terms in the multipole expansion, while for the MDC-d charges
also the Dipoles are reconstructed. The usually preferred charges are the MDC-q charges.
These reconstruct the Monopoles, Dipoles and Quadrupoles (both atomic AND molecular).

       Atom    Level:     MDC-m        MDC-d        MDC-q
---------------------------------------------------------
    1     C           -0.075557    -0.078482    -0.054478
    2     C           -0.084875    -0.084295    -0.061208
    3     C           -0.085796    -0.033633    -0.042267
    4     C           -0.080729    -0.032957    -0.040164
    5     C           -0.117513    -0.057666    -0.037879
    6     C           -0.010384    -0.016576     0.016869
    7     C           -0.014865    -0.013944     0.017432
    8     C           -0.039447     0.005299    -0.007335
    9     C           -0.035558     0.002807    -0.006280
   10     C           -0.140545    -0.112301    -0.069237
   11     C           -0.093525    -0.025081    -0.031398
   12     C           -0.087944    -0.021211    -0.021392
   13     C           -0.051656    -0.037707    -0.042409
   14     C           -0.063214    -0.036357    -0.045044
   15     C           -0.059823    -0.080014    -0.046854
   16     C           -0.057707    -0.086737    -0.045563
   17     C           -0.174511    -0.110768    -0.099985
   18     C           -0.169348    -0.088768    -0.087016
   19     C           -0.059928     0.006916    -0.005096
   20     C           -0.038476     0.010626     0.002045
   21     C           -0.137986    -0.052534    -0.056717
   22     C           -0.154260    -0.094904    -0.081970
   23     C           -0.072053    -0.053537    -0.047738
   24     C           -0.088418    -0.043317    -0.046472
   25     C           -0.025616    -0.037055     0.000915
   26     C           -0.025758    -0.039806    -0.000276
   27     C           -0.107324    -0.044610    -0.044409
   28     C           -0.107831    -0.039804    -0.046648
   29     C           -0.185423    -0.151088    -0.128342
   30     C           -0.084500    -0.041282    -0.040035
   31     C           -0.070153    -0.045442    -0.036893
   32     C           -0.034185    -0.008701     0.014309
   33     C           -0.059330    -0.010679     0.004267
   34     C           -0.035974    -0.046885    -0.035621
   35     C           -0.040633    -0.053112    -0.037538
   36     C           -0.038371    -0.056938    -0.019637
   37     C           -0.034467    -0.055265    -0.019209
   38     C           -0.010778     0.005233     0.028622
   39     C           -0.008364     0.002873     0.027851
   40     C           -0.074891    -0.042884    -0.045303
   41     C           -0.064980    -0.046496    -0.043545
   42     C           -0.067089    -0.019397     0.011464
   43     C           -0.106959    -0.037137    -0.043870
   44     C           -0.127673    -0.039221    -0.050866
   45     C            0.018482     0.015851     0.024619
   46     C            0.012389     0.006709     0.024671
   47     C           -0.034244    -0.038193    -0.016963
   48     C           -0.031832    -0.032254    -0.015054
   49     C           -0.082709    -0.078018    -0.044876
   50     C           -0.081218    -0.073005    -0.045893
   51     C           -0.101071    -0.039853    -0.050384
   52     C           -0.106166    -0.046985    -0.055545
   53     C           -0.066249    -0.073775    -0.034538
   54     C           -0.074876    -0.066876    -0.034073
   55     C           -0.084705    -0.065120    -0.055458
   56     C           -0.078436    -0.060395    -0.051188
   57     C           -0.033914    -0.040003    -0.024047
   58     C           -0.038742    -0.044510    -0.027015
   59     C           -0.067102    -0.063352    -0.044178
   60     C           -0.063243    -0.058498    -0.037999
   61     C           -0.053723    -0.049244    -0.035089
   62     C           -0.050768    -0.051351    -0.034332
   63     C           -0.039943    -0.013561    -0.007064
   64     C           -0.037387    -0.011510    -0.006526
   65     C           -0.110271    -0.097706    -0.066931
   66     C           -0.123280    -0.102139    -0.075984
   67     C           -0.076382    -0.019494    -0.047511
   68     C           -0.077720    -0.019157    -0.048881
   69     C           -0.028313    -0.040260     0.013702
   70     C           -0.107797    -0.090246    -0.041054
   71     C           -0.079936    -0.008578    -0.022298
   72     C           -0.079340    -0.008857    -0.022631
   73     C           -0.067478    -0.015242    -0.016472
   74     C           -0.065326    -0.017551    -0.016087
   75     C           -0.084820    -0.032011    -0.044740
   76     C           -0.095196    -0.030611    -0.026378
   77     C           -0.104437    -0.031428    -0.021139
   78     C           -0.099938    -0.028898    -0.018023
   79     C           -0.138332    -0.061493    -0.049031
   80     C           -0.137518    -0.058157    -0.047431
   81     C           -0.144286    -0.121826    -0.093276
   82     C           -0.143299    -0.120784    -0.091902
   83     Y            3.043933     1.806456     1.554775
   84     N           -2.552872    -1.595216    -1.794638
   85     Y            2.860509     1.788338     1.525501
   86     Y            2.811973     1.731643     1.466280






Output text



<comment class="example.output" id="atomic.charges">
        <module cmlx:lineCount="96" cmlx:templateRef="atomic.charges">
            <list cmlx:lineCount="86" cmlx:templateRef="multipole">
                <array dataType="xsd:integer" dictRef="cc:serial" size="86">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86</array>
                <array dataType="xsd:string" dictRef="cc:elementType" size="86">C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C C Y N Y Y</array>
                <array dataType="xsd:double" dictRef="a:mdcm" size="86">-0.075557 -0.084875 -0.085796 -0.080729 -0.117513 -0.010384 -0.014865 -0.039447 -0.035558 -0.140545 -0.093525 -0.087944 -0.051656 -0.063214 -0.059823 -0.057707 -0.174511 -0.169348 -0.059928 -0.038476 -0.137986 -0.15426 -0.072053 -0.088418 -0.025616 -0.025758 -0.107324 -0.107831 -0.185423 -0.0845 -0.070153 -0.034185 -0.05933 -0.035974 -0.040633 -0.038371 -0.034467 -0.010778 -0.008364 -0.074891 -0.06498 -0.067089 -0.106959 -0.127673 0.018482 0.012389 -0.034244 -0.031832 -0.082709 -0.081218 -0.101071 -0.106166 -0.066249 -0.074876 -0.084705 -0.078436 -0.033914 -0.038742 -0.067102 -0.063243 -0.053723 -0.050768 -0.039943 -0.037387 -0.110271 -0.12328 -0.076382 -0.07772 -0.028313 -0.107797 -0.079936 -0.07934 -0.067478 -0.065326 -0.08482 -0.095196 -0.104437 -0.099938 -0.138332 -0.137518 -0.144286 -0.143299 3.043933 -2.552872 2.860509 2.811973</array>
                <array dataType="xsd:double" dictRef="a:mdcd" size="86">-0.078482 -0.084295 -0.033633 -0.032957 -0.057666 -0.016576 -0.013944 0.005299 0.002807 -0.112301 -0.025081 -0.021211 -0.037707 -0.036357 -0.080014 -0.086737 -0.110768 -0.088768 0.006916 0.010626 -0.052534 -0.094904 -0.053537 -0.043317 -0.037055 -0.039806 -0.04461 -0.039804 -0.151088 -0.041282 -0.045442 -0.008701 -0.010679 -0.046885 -0.053112 -0.056938 -0.055265 0.005233 0.002873 -0.042884 -0.046496 -0.019397 -0.037137 -0.039221 0.015851 0.006709 -0.038193 -0.032254 -0.078018 -0.073005 -0.039853 -0.046985 -0.073775 -0.066876 -0.06512 -0.060395 -0.040003 -0.04451 -0.063352 -0.058498 -0.049244 -0.051351 -0.013561 -0.01151 -0.097706 -0.102139 -0.019494 -0.019157 -0.04026 -0.090246 -0.008578 -0.008857 -0.015242 -0.017551 -0.032011 -0.030611 -0.031428 -0.028898 -0.061493 -0.058157 -0.121826 -0.120784 1.806456 -1.595216 1.788338 1.731643</array>
                <array dataType="xsd:double" dictRef="a:mdcq" size="86">-0.054478 -0.061208 -0.042267 -0.040164 -0.037879 0.016869 0.017432 -0.007335 -0.00628 -0.069237 -0.031398 -0.021392 -0.042409 -0.045044 -0.046854 -0.045563 -0.099985 -0.087016 -0.005096 0.002045 -0.056717 -0.08197 -0.047738 -0.046472 9.15E-4 -2.76E-4 -0.044409 -0.046648 -0.128342 -0.040035 -0.036893 0.014309 0.004267 -0.035621 -0.037538 -0.019637 -0.019209 0.028622 0.027851 -0.045303 -0.043545 0.011464 -0.04387 -0.050866 0.024619 0.024671 -0.016963 -0.015054 -0.044876 -0.045893 -0.050384 -0.055545 -0.034538 -0.034073 -0.055458 -0.051188 -0.024047 -0.027015 -0.044178 -0.037999 -0.035089 -0.034332 -0.007064 -0.006526 -0.066931 -0.075984 -0.047511 -0.048881 0.013702 -0.041054 -0.022298 -0.022631 -0.016472 -0.016087 -0.04474 -0.026378 -0.021139 -0.018023 -0.049031 -0.047431 -0.093276 -0.091902 1.554775 -1.794638 1.525501 1.46628</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Atom\s+Level.*" endPattern="~">    <record repeat="2" />    <record id="multipole" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,a:mdcm}{F,a:mdcd}{F,a:mdcq}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='multipole']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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atomic.charges.spin


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	atomic.charges.spin



	name

	Multipole derived atomic charges (a.u.)



	pattern

	\s+MDC\satomic\scharges\s\(spinA\s\+\sspinB\).*



	endPattern

	\s*\d+\s+[a-zA-Z]+.*$\s*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	multipole/atomic.charges.spin.xml







Input



----------------------------------
MDC atomic charges (spinA + spinB)
----------------------------------

The MDC-m charges are just the Monopole terms in the multipole expansion, while for the MDC-d charges
also the Dipoles are reconstructed. The usually preferred charges are the MDC-q charges.
These reconstruct the Monopoles, Dipoles and Quadrupoles (both atomic AND molecular).

Given here are the atomic charges of both spins added. These should be compared
to the values from a "normal" RESTRICTED calculation.

       Atom    Level:     MDC-m        MDC-d        MDC-q
---------------------------------------------------------
    1     W            3.000972     2.177370     2.207192
    2     W            3.000972     2.177370     2.207192
    3     W            3.043655     2.208777     2.237784
    4     W            3.043655     2.208777     2.237784
    5     W            3.000972     2.177370     2.207192
    6     W            3.000972     2.177370     2.207192
    7     W            3.043655     2.208777     2.237784
    8     W            3.043655     2.208777     2.237784
    9     V            2.054217     1.502788     1.529753
   10     W            3.037809     2.192558     2.221109
   11     O           -1.183864    -0.653286    -0.702534
   12     O           -1.226655    -0.685052    -0.735446
   13     O           -1.162829    -0.907201    -0.903050
   14     O           -1.162829    -0.907201    -0.903050
   15     O           -1.162829    -0.907201    -0.903050
   16     O           -1.162829    -0.907201    -0.903050
   17     O           -1.182133    -0.923290    -0.927429
   18     O           -1.182133    -0.923290    -0.927429
   19     O           -1.182133    -0.923290    -0.927429
   20     O           -1.182133    -0.923290    -0.927429
   21     O           -1.080338    -0.890870    -0.892511
   22     O           -1.080338    -0.890870    -0.892511
   23     O           -1.187710    -0.966622    -0.963185
   24     O           -1.187710    -0.966622    -0.963185
   25     O           -1.164405    -0.870966    -0.926617
   26     O           -1.164405    -0.870966    -0.926617
   27     O           -1.080338    -0.890870    -0.892511
   28     O           -1.080338    -0.890870    -0.892511
   29     O           -1.187710    -0.966622    -0.963185
   30     O           -1.187710    -0.966622    -0.963185
   31     O           -1.164405    -0.870966    -0.926617
   32     O           -1.164405    -0.870966    -0.926617
   33     O           -0.976690    -0.765843    -0.762622
   34     O           -0.976690    -0.765843    -0.762622
   35     O           -0.987418    -0.774929    -0.763233
   36     O           -0.987418    -0.774929    -0.763233
   37     O           -0.828075    -0.668503    -0.680506
   38     O           -1.065854    -0.834207    -0.857692
   39     O           -0.976690    -0.765843    -0.762622
   40     O           -0.976690    -0.765843    -0.762622
   41     O           -0.987418    -0.774929    -0.763233
   42     O           -0.987418    -0.774929    -0.763233






Output text



<comment class="example.output" id="atomic.charges.spin">
        <module cmlx:lineCount="55" cmlx:templateRef="atomic.charges.spin">
            <list cmlx:lineCount="42" cmlx:templateRef="spin">
                <array dataType="xsd:integer" dictRef="cc:serial" size="42">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42</array>
                <array dataType="xsd:string" dictRef="cc:elementType" size="42">W W W W W W W W V W O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O</array>
                <array dataType="xsd:double" dictRef="a:mdcm" size="42">3.000972 3.000972 3.043655 3.043655 3.000972 3.000972 3.043655 3.043655 2.054217 3.037809 -1.183864 -1.226655 -1.162829 -1.162829 -1.162829 -1.162829 -1.182133 -1.182133 -1.182133 -1.182133 -1.080338 -1.080338 -1.18771 -1.18771 -1.164405 -1.164405 -1.080338 -1.080338 -1.18771 -1.18771 -1.164405 -1.164405 -0.97669 -0.97669 -0.987418 -0.987418 -0.828075 -1.065854 -0.97669 -0.97669 -0.987418 -0.987418</array>
                <array dataType="xsd:double" dictRef="a:mdcd" size="42">2.17737 2.17737 2.208777 2.208777 2.17737 2.17737 2.208777 2.208777 1.502788 2.192558 -0.653286 -0.685052 -0.907201 -0.907201 -0.907201 -0.907201 -0.92329 -0.92329 -0.92329 -0.92329 -0.89087 -0.89087 -0.966622 -0.966622 -0.870966 -0.870966 -0.89087 -0.89087 -0.966622 -0.966622 -0.870966 -0.870966 -0.765843 -0.765843 -0.774929 -0.774929 -0.668503 -0.834207 -0.765843 -0.765843 -0.774929 -0.774929</array>
                <array dataType="xsd:double" dictRef="a:mdcq" size="42">2.207192 2.207192 2.237784 2.237784 2.207192 2.207192 2.237784 2.237784 1.529753 2.221109 -0.702534 -0.735446 -0.90305 -0.90305 -0.90305 -0.90305 -0.927429 -0.927429 -0.927429 -0.927429 -0.892511 -0.892511 -0.963185 -0.963185 -0.926617 -0.926617 -0.892511 -0.892511 -0.963185 -0.963185 -0.926617 -0.926617 -0.762622 -0.762622 -0.763233 -0.763233 -0.680506 -0.857692 -0.762622 -0.762622 -0.763233 -0.763233</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Atom\s+Level.*" endPattern="~">    <record repeat="2" />    <record id="spin" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,a:mdcm}{F,a:mdcd}{F,a:mdcq}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='spin']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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spin.density


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	spin.density



	name

	MDC spin density



	pattern

	\s+MDC\sspin\sdensity\s\(spinA\s\-\sspinB\).*



	endPattern

	\s*\d+\s+[a-zA-Z]+.*$\s*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	multipole/spin.density.xml







Input



--------------------------------
MDC spin density (spinA - spinB)
--------------------------------

With an UNRESTRICTED calculation, there are two sets of atomic multipoles,
one for the Alpha-electrons, and one for the Beta-electrons. For both sets,
we get atomic charges. Reported here are the differences, which usually are
regarded as spin densities.

       Atom    Level:     MDC-m        MDC-d        MDC-q
---------------------------------------------------------
    1     W           -0.095556    -0.079659    -0.078800
    2     W           -0.095556    -0.079659    -0.078800
    3     W           -0.118334    -0.096979    -0.097869
    4     W           -0.118334    -0.096979    -0.097869
    5     W           -0.095556    -0.079659    -0.078800
    6     W           -0.095556    -0.079659    -0.078800
    7     W           -0.118334    -0.096979    -0.097869
    8     W           -0.118334    -0.096979    -0.097869
    9     V            0.026743     0.020389     0.023550
   10     W            0.017092     0.011044     0.014337
   11     O            0.001171     0.001927     0.004075
   12     O            0.000886     0.000746     0.006227
   13     O            0.009845     0.003208    -0.000170
   14     O            0.009845     0.003208    -0.000170
   15     O            0.009845     0.003208    -0.000170
   16     O            0.009845     0.003208    -0.000170
   17     O            0.018074     0.010174     0.005147
   18     O            0.018074     0.010174     0.005147
   19     O            0.018074     0.010174     0.005147
   20     O            0.018074     0.010174     0.005147
   21     O           -0.065793    -0.054650    -0.055226
   22     O           -0.065793    -0.054650    -0.055226
   23     O           -0.045436    -0.040162    -0.039869
   24     O           -0.045436    -0.040162    -0.039869
   25     O            0.018945    -0.002407    -0.000652
   26     O            0.018945    -0.002407    -0.000652
   27     O           -0.065793    -0.054650    -0.055226
   28     O           -0.065793    -0.054650    -0.055226
   29     O           -0.045436    -0.040162    -0.039869
   30     O           -0.045436    -0.040162    -0.039869
   31     O            0.018945    -0.002407    -0.000652
   32     O            0.018945    -0.002407    -0.000652
   33     O            0.007884     0.001339     0.001951
   34     O            0.007884     0.001339     0.001951
   35     O            0.008961     0.001586     0.003487
   36     O            0.008961     0.001586     0.003487
   37     O           -0.000938    -0.002912    -0.000585
   38     O            0.000687    -0.000996     0.000401
   39     O            0.007884     0.001339     0.001951
   40     O            0.007884     0.001339     0.001951
   41     O            0.008961     0.001586     0.003487
   42     O            0.008961     0.001586     0.003487






Output text



<comment class="example.output" id="spin.density">
        <module cmlx:lineCount="53" cmlx:templateRef="spin.density">
            <list cmlx:lineCount="42" cmlx:templateRef="spinDensity">
                <array dataType="xsd:integer" dictRef="cc:serial" size="42">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42</array>
                <array dataType="xsd:string" dictRef="cc:elementType" size="42">W W W W W W W W V W O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O</array>
                <array dataType="xsd:double" dictRef="a:mdcm" size="42">-0.095556 -0.095556 -0.118334 -0.118334 -0.095556 -0.095556 -0.118334 -0.118334 0.026743 0.017092 0.001171 8.86E-4 0.009845 0.009845 0.009845 0.009845 0.018074 0.018074 0.018074 0.018074 -0.065793 -0.065793 -0.045436 -0.045436 0.018945 0.018945 -0.065793 -0.065793 -0.045436 -0.045436 0.018945 0.018945 0.007884 0.007884 0.008961 0.008961 -9.38E-4 6.87E-4 0.007884 0.007884 0.008961 0.008961</array>
                <array dataType="xsd:double" dictRef="a:mdcd" size="42">-0.079659 -0.079659 -0.096979 -0.096979 -0.079659 -0.079659 -0.096979 -0.096979 0.020389 0.011044 0.001927 7.46E-4 0.003208 0.003208 0.003208 0.003208 0.010174 0.010174 0.010174 0.010174 -0.05465 -0.05465 -0.040162 -0.040162 -0.002407 -0.002407 -0.05465 -0.05465 -0.040162 -0.040162 -0.002407 -0.002407 0.001339 0.001339 0.001586 0.001586 -0.002912 -9.96E-4 0.001339 0.001339 0.001586 0.001586</array>
                <array dataType="xsd:double" dictRef="a:mdcq" size="42">-0.0788 -0.0788 -0.097869 -0.097869 -0.0788 -0.0788 -0.097869 -0.097869 0.02355 0.014337 0.004075 0.006227 -1.7E-4 -1.7E-4 -1.7E-4 -1.7E-4 0.005147 0.005147 0.005147 0.005147 -0.055226 -0.055226 -0.039869 -0.039869 -6.52E-4 -6.52E-4 -0.055226 -0.055226 -0.039869 -0.039869 -6.52E-4 -6.52E-4 0.001951 0.001951 0.003487 0.003487 -5.85E-4 4.01E-4 0.001951 0.001951 0.003487 0.003487</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Atom\s+Level.*" endPattern="~">    <record repeat="2" />    <record id="spinDensity" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,a:mdcm}{F,a:mdcd}{F,a:mdcq}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='spinDensity']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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dipole.moment


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	dipole.moment



	pattern

	\s*Dipole\s*Moment.*



	endPattern

	\s*This\smolecular\sdipole\smoment.*



	endOffset

	1



	repeat

	*



	xml:base

	results/dipole.moment.xml







Input



Dipole Moment  ***  (Debye)  ***
=============

Vector   :         0.35296978     -1.16140503     -0.40685166
Magnitude:         1.28022560

This molecular dipole moment is calculated with analytic integration






Output text



<comment class="example.output" id="dipole.moment">
        <module cmlx:templateRef="dipole.moment">
            <array dataType="xsd:double" dictRef="cc:dipole" size="3">0.35296978 -1.16140503 -0.40685166</array>
            <scalar dataType="xsd:double" dictRef="x:dipole">1.28022560</scalar>
        </module>
    </comment>






Template definition



<record repeat="3" />
<record>\s*Vector\s*:{3F,cc:dipole}.*</record>
<record>\s*Magnitude:\s*{F, x:dipole}</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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quadrupole.moment


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	quadrupole.moment



	pattern

	\s*Quadrupole Moment.*



	endPattern

	\s*This molecular quadrupole moment.*



	endOffset

	1



	repeat

	*



	xml:base

	results/quadrupole.moment.xml







Input



Quadrupole Moment (Buckingham convention)  ***  (a.u.)  ***
=========================================
    quad-xx        quad-xy        quad-xz        quad-yy        quad-yz        quad-zz
    54.58446200     0.00000000     0.00000000    54.58446200     0.00000000  -109.16892399

This molecular quadrupole moment is calculated with analytic integration






Output text



<comment class="example.output" id="quadrupole.moment">
        <module cmlx:lineCount="7" cmlx:templateRef="quadrupole.moment">
            <array dataType="xsd:double" size="6" dictRef="cc:quadrupole">54.584462 0.0 0.0 54.584462 0.0 -109.16892399</array>
        </module>
    </comment>






Template definition



<record repeat="4" />
<record id="quadval">\s*{1_6F,cc:quadrupole}\s*</record>
<record repeat="4" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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s2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	s2



	name

	Total S2



	pattern

	\s*S\*\*2\svalue.*



	endPattern

	\s*Total\sS2\s\(S\ssquared\).*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	results/s2.xml







Input



==========
S**2 value  ***  see also R. Bulo et al., J.Am.Chem.Soc., 124 (2002) 13903-13910, note (29)  ***
==========

                                      exact      expectation value

Total S2 (S squared)                  0.75000             0.75228






Output text



<comment class="example.output" id="s2">
        <module cmlx:lineCount="7" cmlx:templateRef="s2">
            <scalar dataType="xsd:double" dictRef="cc:s2">0.75</scalar>
            <scalar dataType="xsd:double" dictRef="cc:s2expected">0.75228</scalar>
        </module>
    </comment>






Template definition



<record repeat="6" />
<record id="s2">\s*Total\sS2\s\(S\ssquared\){F,cc:s2}{F,cc:s2expected}</record>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
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bonding.energy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	bonding.energy



	name

	Bonding energy section



	pattern

	\s*B\sO\sN\sD\sI\sN\sG\s+E\sN\sE\sR\sG\sY.*



	endPattern

	\s*$\s*$\s*\={5,}+.*



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	results/bonding.energy.xml







Input



 ===========================
 B O N D I N G   E N E R G Y  ***  (decomposition)  ***
 ===========================

*** WARNING ***

The bond energy is computed as an energy difference between molecule and
fragments. In particular when the fragments are single atoms, they are usually
computed as SPHERICALLY SYMMETRIC and SPIN-RESTRICTED. Obviously, this usually
does NOT represent the true atomic groundstate.
...

Summary of Bonding Energy (energy terms are taken from the energy decomposition above)
======================================================================================

  Electrostatic Energy:            -33.475567726025723       -910.9165        -21006.24        -87890.09
  Kinetic Energy:                   24.937087958477719        678.5727         15648.26         65472.32
  Coulomb (Steric+OrbInt) Energy:    8.680505521299182        236.2086          5447.10         22790.66
  XC Energy:                       -27.291167088981922       -742.6304        -17125.47        -71652.95
  Solvation:                        -0.008061655700173         -0.2194            -5.06           -21.17
  Dispersion Energy:                -0.128691164634089         -3.5019           -80.75          -337.88
  Spin-Orbit:                       -0.149130118381270         -4.0580           -93.58          -391.54
                                  --------------------     -----------       ----------      -----------
  Total Bonding Energy:            -27.149141335230745       -738.7657        -17036.35        -71280.06

 ...






Output text



<comment class="example.output" id="bonding.energy">
     <module cmlx:templateRef="bonding.energy">
      <scalar dataType="xsd:double" dictRef="cc:eener" units="nonsi:electronvolt">-910.9165</scalar>
      <scalar dataType="xsd:double" dictRef="cc:kinener" units="nonsi:electronvolt">678.5727</scalar>
      <scalar dataType="xsd:double" dictRef="cc:coulombener" units="nonsi:electronvolt">236.2086</scalar>
      <scalar dataType="xsd:double" dictRef="cc:xcener" units="nonsi:electronvolt">-742.6304</scalar>
      <scalar dataType="xsd:double" dictRef="cc:solvener" units="nonsi:electronvolt">-0.2194</scalar>
      <scalar dataType="xsd:double" dictRef="cc:dispener" units="nonsi:electronvolt">-3.5019</scalar>
      <scalar dataType="xsd:double" dictRef="cc:spinener" units="nonsi:electronvolt">-4.058</scalar>
      <scalar dataType="xsd:double" dictRef="cc:total" units="nonsi:electronvolt">-738.7657</scalar>
     </module>
    </comment>






Template definition



<templateList>  <template id="summary" pattern="\s*Summary\sof\sBonding\sEnergy.*" endPattern="\s*Total\sBonding\sEnergy.*" endOffset="1">    <templateList>      <template pattern="\s*Electrostatic\sEnergy.*" endPattern=".*" endOffset="0">        <record id="electrostatic">.*:\s+\S+\s*{F,cc:eener}.*</record>
                </template>      <template pattern="\s*Kinetic\sEnergy.*" endPattern=".*" endOffset="0">        <record id="kinener">.*:\s+\S+\s*{F,cc:kinener}.*</record>
                </template>      <template pattern="\s*Coulomb.*" endPattern=".*" endOffset="0">        <record id="coulomb">.*:\s+\S+\s*{F,cc:coulombener}.*</record>
                </template>      <template pattern="\s*XC\sEnergy.*" endPattern=".*" endOffset="0">        <record id="xc">.*:\s+\S+\s*{F,cc:xcener}.*</record>
                </template>      <template pattern="\s*Solvation.*" endPattern=".*" endOffset="0">        <record id="solvation">.*:\s+\S+\s*{F,cc:solvener}.*</record>
                </template>      <template pattern="\s*Dispersion\sEnergy.*" endPattern=".*" endOffset="0">        <record id="dispersion">.*:\s+\S+\s*{F,cc:dispener}.*</record>
                </template>      <template pattern="\s*Spin\-Orbit.*" endPattern=".*" endOffset="0">        <record id="spin">.*:\s+\S+\s*{F,cc:spinener}.*</record>
                </template>      <template pattern="\s*Total\s*Bonding\s*Energy.*" endPattern=".*" endPattern2="~" endOffset="0">        <record id="total">.*:\s+\S+\s*{F,cc:total}.*</record>
                </template>
            </templateList>    <transform process="pullup" repeat="2" xpath=".//cml:scalar" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:electronvolt" />
        </template>
    </templateList>
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	molecular.orbitals








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	sfo.population



	name

	SFO populations, MO analysis



	pattern

	\s*S\sF\sO\s+P\sO\sP\sU&#
92;sL\sA\sT\sI\sO\sN\sS.*M\sO\s+A\sN\sA\sL\sY\sS\sI\sS\s*



	endPattern

	\s*={10,}+.*$[\s\S]+$\s*={10,}+.*



	endPattern2

	~



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	results/sfopopulation/sfo.population.xml







Comment



 =======================================================
 S F O   P O P U L A T I O N S ,   M O   A N A L Y S I S
 =======================================================
...

 List of all MOs, ordered by energy, with the most significant SFO gross populations
 ===================================================================================

 Each percentage contribution in the table below corresponds to the indicated SFO.
 In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
 or on symmetry-related Fragments. Only the first 'member' of such a combination is
 specified here. A full definition of all SFOs is given in an earlier part of the output.
 The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
 from one for each symmetry representation, as in the SFO definition list earlier.

       E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
 -------------------------------------------------------------------------------------

     -14.381  2.00    11 A1.g      38.37%     1 S             -24.134  2.00    13 O
                                   28.43%     1 S             -24.134  2.00    21 O
                                   14.01%     1 S             -24.134  2.00    25 O
...






Template definition



<templateList>  <xi:include href="sfopopulation/molecular.orbitals.xml" />
    </templateList>







molecular.orbitals


Implementation level





	Type

	Status





	CML extraction template

	[image: image3]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	molecular.orbitals



	name

	List of all MOs, ordered by energy



	pattern

	\s*List\sof\sall\sMOs,\sordered\sby\senergy.*



	endPattern

	\s*$\s*$\s*



	endPattern2

	~



	endOffset

	0



	xml:base

	sfopopulation/molecular.orbitals.xml







Input



List of all MOs, ordered by energy, with the most significant SFO gross populations
===================================================================================

Each percentage contribution in the table below corresponds to the indicated SFO.
In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
or on symmetry-related Fragments. Only the first 'member' of such a combination is
specified here. A full definition of all SFOs is given in an earlier part of the output.
The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
from one for each symmetry representation, as in the SFO definition list earlier.

      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

    -14.381  2.00    11 A1.g      38.37%     1 S             -24.134  2.00    13 O
                                  28.43%     1 S             -24.134  2.00    21 O
                                  14.01%     1 S             -24.134  2.00    25 O
                                   6.86%     1 S             -24.134  2.00    11 O
                                   3.39%     1 S             -24.134  2.00    33 O
                                   3.36%     2 S              -5.836  2.00     1 W
                                  -1.08%     3 S               1.298  0.00     1 W
                                   1.06%     1 P:x            -9.197  1.33    13 O
    -14.212  2.00    11 A2.u      52.14%     1 S             -24.134  2.00    13 O
                                  26.30%     1 S             -24.134  2.00    21 O
                                   7.86%     1 S             -24.134  2.00    11 O
                                   3.90%     1 S             -24.134  2.00    33 O
                                   1.86%     2 S              -5.836  2.00     1 W
                                   1.19%     1 P:x            -9.197  1.33    13 O
                                   1.12%     1 S             -24.134  2.00    37 O
                                   1.05%     1 D:z2           -4.634  0.80     1 W
                                   1.04%     2 S              -5.836  2.00     9 W
    -13.745  2.00    15 E1.u:1    36.80%     1 S             -24.134  2.00    31 O
                                  33.87%     1 S             -24.134  2.00    13 O
                                  19.25%     1 S             -24.134  2.00    27 O
                                   3.24%     1 S             -24.134  2.00    33 O
                                   1.98%     2 S              -5.836  2.00     1 W
                                   1.46%     1 D:z2           -4.634  0.80     1 W
    -13.745  2.00    15 E1.u:2    36.80%     1 S             -24.134  2.00    25 O
                                  33.87%     1 S             -24.134  2.00    13 O
                                  19.25%     1 S             -24.134  2.00    21 O
                                   3.24%     1 S             -24.134  2.00    39 O
                                   1.98%     2 S              -5.836  2.00     5 W
                                   1.46%     1 D:z2           -4.634  0.80     5 W






Input



List of all MOs, ordered by energy, with the most significant SFO gross populations
===================================================================================

Each percentage contribution in the table below corresponds to the indicated SFO.
In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
or on symmetry-related Fragments. Only the first 'member' of such a combination is
specified here. A full definition of all SFOs is given in an earlier part of the output.
The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
from one for each symmetry representation, as in the SFO definition list earlier.


                                      *** SPIN 1 ***


      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

     -8.225  1.00    20 A1        32.51%     1 S             -24.134  2.00    17 O
                                  17.93%     1 S             -24.134  2.00    23 O
                                  13.22%     1 S             -24.134  2.00    13 O
                                  10.33%     1 S             -24.134  2.00    25 O
                                   6.46%     1 S             -24.134  2.00    12 O
                                   4.22%     1 S             -24.134  2.00    21 O
                                   3.39%     1 S             -24.134  2.00    35 O
                                   2.62%     2 S              -5.836  2.00     3 W
                                   1.59%     1 S             -24.134  2.00    11 O
                                   1.24%     1 S             -24.134  2.00    33 O
     -8.067  1.00    21 A1        48.78%     1 S             -24.134  2.00    13 O
                                  15.26%     1 S             -24.134  2.00    17 O
                                   8.55%     1 S             -24.134  2.00    21 O
                                   5.21%     1 S             -24.134  2.00    23 O
                                   4.55%     1 S             -24.134  2.00    11 O
                                   3.93%     1 S             -24.134  2.00    33 O
                                   2.55%     1 S             -24.134  2.00    12 O
                                   1.36%     1 S             -24.134  2.00    35 O
                                   1.20%     1 D:z2           -4.634  0.80     1 W


                                      *** SPIN 2 ***


      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

     -8.215  1.00    20 A1        34.44%     1 S             -24.134  2.00    17 O
                                  16.27%     1 S             -24.134  2.00    23 O
                                  13.49%     1 S             -24.134  2.00    13 O
                                  10.22%     1 S             -24.134  2.00    25 O
                                   6.54%     1 S             -24.134  2.00    12 O
                                   3.66%     1 S             -24.134  2.00    21 O
                                   3.54%     1 S             -24.134  2.00    35 O
                                   2.46%     2 S              -5.836  2.00     3 W
                                   1.58%     1 S             -24.134  2.00    11 O
                                   1.25%     1 S             -24.134  2.00    33 O
     -8.060  1.00    21 A1        50.37%     1 S             -24.134  2.00    13 O
                                  15.77%     1 S             -24.134  2.00    17 O
                                   7.28%     1 S             -24.134  2.00    21 O
                                   4.53%     1 S             -24.134  2.00    11 O
                                   4.43%     1 S             -24.134  2.00    23 O
                                   4.02%     1 S             -24.134  2.00    33 O
                                   2.49%     1 S             -24.134  2.00    12 O
                                   1.37%     1 S             -24.134  2.00    35 O
                                   1.34%     1 D:z2           -4.634  0.80     1 W






Output text



<comment class="example.output" id="molecular.orbitals">
        <module cmlx:lineCount="1683" cmlx:templateRef="molecular.orbitals">
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-14.381</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">11</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1.g</scalar>
           <array dataType="xsd:double" size="8" dictRef="cc:percent">38.37 28.43 14.01 6.86 3.39 3.36 -1.08 1.06</array>
           <array dataType="xsd:integer" size="8" dictRef="cc:sfo1">1 1 1 1 1 2 3 1</array>
           <array dataType="xsd:string" size="8" dictRef="cc:sfo2">S S S S S S S P:x</array>
           <array dataType="xsd:double" size="8" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -5.836 1.298 -9.197</array>
           <array dataType="xsd:double" size="8" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 0.0 1.33</array>
           <array dataType="xsd:integer" size="8" dictRef="cc:fragment1">13 21 25 11 33 1 1 13</array>
           <array dataType="xsd:string" size="8" dictRef="cc:fragment2">O O O O O W W O</array>
          </list>
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-14.212</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">11</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A2.u</scalar>
           <array dataType="xsd:double" size="9" dictRef="cc:percent">52.14 26.3 7.86 3.9 1.86 1.19 1.12 1.05 1.04</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 2 1 1 1 2</array>
           <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S P:x S D:z2 S</array>
           <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -9.197 -24.134 -4.634 -5.836</array>
           <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 1.33 2.0 0.8 2.0</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 21 11 33 1 13 37 1 9</array>
           <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O W O O W W</array>
          </list>
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-13.745</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">15</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">E1.u:1</scalar>
           <array dataType="xsd:double" size="6" dictRef="cc:percent">36.8 33.87 19.25 3.24 1.98 1.46</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:sfo1">1 1 1 1 2 1</array>
           <array dataType="xsd:string" size="6" dictRef="cc:sfo2">S S S S S D:z2</array>
           <array dataType="xsd:double" size="6" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -4.634</array>
           <array dataType="xsd:double" size="6" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:fragment1">31 13 27 33 1 1</array>
           <array dataType="xsd:string" size="6" dictRef="cc:fragment2">O O O O W W</array>
          </list>
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-13.745</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">15</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">E1.u:2</scalar>
           <array dataType="xsd:double" size="6" dictRef="cc:percent">36.8 33.87 19.25 3.24 1.98 1.46</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:sfo1">1 1 1 1 2 1</array>
           <array dataType="xsd:string" size="6" dictRef="cc:sfo2">S S S S S D:z2</array>
           <array dataType="xsd:double" size="6" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -4.634</array>
           <array dataType="xsd:double" size="6" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:fragment1">25 13 21 39 5 5</array>
           <array dataType="xsd:string" size="6" dictRef="cc:fragment2">O O O O W W</array>
          </list>
        </module>
    </comment>






Output text



<comment class="example.output" id="molecular.orbitals2">
      <module cmlx:lineCount="4714" cmlx:templateRef="molecular.orbitals">
          <list cmlx:templateRef="mo" spin="1">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.225</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">20</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="10" dictRef="cc:percent">32.51 17.93 13.22 10.33 6.46 4.22 3.39 2.62 1.59 1.24</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:sfo1">1 1 1 1 1 1 1 2 1 1</array>
           <array dataType="xsd:string" size="10" dictRef="cc:sfo2">S S S S S S S S S S</array>
           <array dataType="xsd:double" size="10" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -5.836 -24.134 -24.134</array>
           <array dataType="xsd:double" size="10" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:fragment1">17 23 13 25 12 21 35 3 11 33</array>
           <array dataType="xsd:string" size="10" dictRef="cc:fragment2">O O O O O O O W O O</array>
          </list>
          <list cmlx:templateRef="mo" spin="1">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.067</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">21</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="9" dictRef="cc:percent">48.78 15.26 8.55 5.21 4.55 3.93 2.55 1.36 1.2</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 1 1 1 1 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S S S S D:z2</array>
           <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -4.634</array>
           <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 17 21 23 11 33 12 35 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O O O O O W</array>
          </list>
          <list cmlx:templateRef="mo" spin="2">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.215</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">20</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="10" dictRef="cc:percent">34.44 16.27 13.49 10.22 6.54 3.66 3.54 2.46 1.58 1.25</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:sfo1">1 1 1 1 1 1 1 2 1 1</array>
           <array dataType="xsd:string" size="10" dictRef="cc:sfo2">S S S S S S S S S S</array>
           <array dataType="xsd:double" size="10" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -5.836 -24.134 -24.134</array>
           <array dataType="xsd:double" size="10" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:fragment1">17 23 13 25 12 21 35 3 11 33</array>
           <array dataType="xsd:string" size="10" dictRef="cc:fragment2">O O O O O O O W O O</array>
          </list>
          <list cmlx:templateRef="mo" spin="2">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.06</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">21</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="9" dictRef="cc:percent">50.37 15.77 7.28 4.53 4.43 4.02 2.49 1.37 1.34</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 1 1 1 1 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S S S S D:z2</array>
           <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -4.634</array>
           <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 17 21 11 23 33 12 35 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O O O O O W</array>
          </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="restricted" pattern="\s+E\(eV\)\s+Occ.*" endPattern="~" endOffset="1" repeat="*">    <record repeat="3" />    <templateList>      <template pattern="(\s*\S+\s*){11}+" endPattern=".*$(\s*\S+\s*){11}+" endPattern2="~" repeat="*" endOffset="1">        <record id="mo">\s*{F,cc:mo.energy}{F,cc:mo.occupation}{I,cc:mo.number}{A,cc:mo.label}{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <record id="mo" repeat="*">\s*{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:percent']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo2']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment2']" />
                </template>
            </templateList>
        </template>  <template id="unrestricted" pattern="\s*\*\*\*\s*SPIN.*" endPattern="(\s*\S+\s*){7,}+\s*$\s*" endPattern2="~" endOffset="1" repeat="*">    <record id="spin">\s*\*\*\*\s*SPIN{I,cc:spin}.*</record>    <record repeat="5" />    <templateList>      <template pattern="(\s*\S+\s*){11}+" endPattern=".*$(\s*\S+\s*){11}+\s*" endPattern2="~" endOffset="1" repeat="*">        <record id="mo">\s*{F,cc:mo.energy}{F,cc:mo.occupation}{I,cc:mo.number}{A,cc:mo.label}{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <record id="mo" repeat="*">\s*{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:percent']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo2']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment2']" />
                </template>
            </templateList>    <transform process="pullup" repeat="1" xpath=".//cml:scalar[@dictRef='cc:spin']" />    <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='mo']" name="spin" value="$string(../../cml:scalar[@dictRef='cc:spin'])" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='cc:spin']" />
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:mo.energy']" value="nonsi:electronvolt" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='mo']/cml:list/*" />
<transform process="move" xpath=".//cml:list[@cmlx:templateRef='mo']" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Input



List of all MOs, ordered by energy, with the most significant SFO gross populations
===================================================================================

Each percentage contribution in the table below corresponds to the indicated SFO.
In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
or on symmetry-related Fragments. Only the first 'member' of such a combination is
specified here. A full definition of all SFOs is given in an earlier part of the output.
The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
from one for each symmetry representation, as in the SFO definition list earlier.

      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

    -14.381  2.00    11 A1.g      38.37%     1 S             -24.134  2.00    13 O
                                  28.43%     1 S             -24.134  2.00    21 O
                                  14.01%     1 S             -24.134  2.00    25 O
                                   6.86%     1 S             -24.134  2.00    11 O
                                   3.39%     1 S             -24.134  2.00    33 O
                                   3.36%     2 S              -5.836  2.00     1 W
                                  -1.08%     3 S               1.298  0.00     1 W
                                   1.06%     1 P:x            -9.197  1.33    13 O
    -14.212  2.00    11 A2.u      52.14%     1 S             -24.134  2.00    13 O
                                  26.30%     1 S             -24.134  2.00    21 O
                                   7.86%     1 S             -24.134  2.00    11 O
                                   3.90%     1 S             -24.134  2.00    33 O
                                   1.86%     2 S              -5.836  2.00     1 W
                                   1.19%     1 P:x            -9.197  1.33    13 O
                                   1.12%     1 S             -24.134  2.00    37 O
                                   1.05%     1 D:z2           -4.634  0.80     1 W
                                   1.04%     2 S              -5.836  2.00     9 W
    -13.745  2.00    15 E1.u:1    36.80%     1 S             -24.134  2.00    31 O
                                  33.87%     1 S             -24.134  2.00    13 O
                                  19.25%     1 S             -24.134  2.00    27 O
                                   3.24%     1 S             -24.134  2.00    33 O
                                   1.98%     2 S              -5.836  2.00     1 W
                                   1.46%     1 D:z2           -4.634  0.80     1 W
    -13.745  2.00    15 E1.u:2    36.80%     1 S             -24.134  2.00    25 O
                                  33.87%     1 S             -24.134  2.00    13 O
                                  19.25%     1 S             -24.134  2.00    21 O
                                   3.24%     1 S             -24.134  2.00    39 O
                                   1.98%     2 S              -5.836  2.00     5 W
                                   1.46%     1 D:z2           -4.634  0.80     5 W






Input



List of all MOs, ordered by energy, with the most significant SFO gross populations
===================================================================================

Each percentage contribution in the table below corresponds to the indicated SFO.
In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
or on symmetry-related Fragments. Only the first 'member' of such a combination is
specified here. A full definition of all SFOs is given in an earlier part of the output.
The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
from one for each symmetry representation, as in the SFO definition list earlier.


                                      *** SPIN 1 ***


      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

     -8.225  1.00    20 A1        32.51%     1 S             -24.134  2.00    17 O
                                  17.93%     1 S             -24.134  2.00    23 O
                                  13.22%     1 S             -24.134  2.00    13 O
                                  10.33%     1 S             -24.134  2.00    25 O
                                   6.46%     1 S             -24.134  2.00    12 O
                                   4.22%     1 S             -24.134  2.00    21 O
                                   3.39%     1 S             -24.134  2.00    35 O
                                   2.62%     2 S              -5.836  2.00     3 W
                                   1.59%     1 S             -24.134  2.00    11 O
                                   1.24%     1 S             -24.134  2.00    33 O
     -8.067  1.00    21 A1        48.78%     1 S             -24.134  2.00    13 O
                                  15.26%     1 S             -24.134  2.00    17 O
                                   8.55%     1 S             -24.134  2.00    21 O
                                   5.21%     1 S             -24.134  2.00    23 O
                                   4.55%     1 S             -24.134  2.00    11 O
                                   3.93%     1 S             -24.134  2.00    33 O
                                   2.55%     1 S             -24.134  2.00    12 O
                                   1.36%     1 S             -24.134  2.00    35 O
                                   1.20%     1 D:z2           -4.634  0.80     1 W


                                      *** SPIN 2 ***


      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

     -8.215  1.00    20 A1        34.44%     1 S             -24.134  2.00    17 O
                                  16.27%     1 S             -24.134  2.00    23 O
                                  13.49%     1 S             -24.134  2.00    13 O
                                  10.22%     1 S             -24.134  2.00    25 O
                                   6.54%     1 S             -24.134  2.00    12 O
                                   3.66%     1 S             -24.134  2.00    21 O
                                   3.54%     1 S             -24.134  2.00    35 O
                                   2.46%     2 S              -5.836  2.00     3 W
                                   1.58%     1 S             -24.134  2.00    11 O
                                   1.25%     1 S             -24.134  2.00    33 O
     -8.060  1.00    21 A1        50.37%     1 S             -24.134  2.00    13 O
                                  15.77%     1 S             -24.134  2.00    17 O
                                   7.28%     1 S             -24.134  2.00    21 O
                                   4.53%     1 S             -24.134  2.00    11 O
                                   4.43%     1 S             -24.134  2.00    23 O
                                   4.02%     1 S             -24.134  2.00    33 O
                                   2.49%     1 S             -24.134  2.00    12 O
                                   1.37%     1 S             -24.134  2.00    35 O
                                   1.34%     1 D:z2           -4.634  0.80     1 W






Output text



<comment class="example.output" id="molecular.orbitals">
        <module cmlx:lineCount="1683" cmlx:templateRef="molecular.orbitals">
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-14.381</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">11</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1.g</scalar>
           <array dataType="xsd:double" size="8" dictRef="cc:percent">38.37 28.43 14.01 6.86 3.39 3.36 -1.08 1.06</array>
           <array dataType="xsd:integer" size="8" dictRef="cc:sfo1">1 1 1 1 1 2 3 1</array>
           <array dataType="xsd:string" size="8" dictRef="cc:sfo2">S S S S S S S P:x</array>
           <array dataType="xsd:double" size="8" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -5.836 1.298 -9.197</array>
           <array dataType="xsd:double" size="8" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 0.0 1.33</array>
           <array dataType="xsd:integer" size="8" dictRef="cc:fragment1">13 21 25 11 33 1 1 13</array>
           <array dataType="xsd:string" size="8" dictRef="cc:fragment2">O O O O O W W O</array>
          </list>
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-14.212</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">11</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A2.u</scalar>
           <array dataType="xsd:double" size="9" dictRef="cc:percent">52.14 26.3 7.86 3.9 1.86 1.19 1.12 1.05 1.04</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 2 1 1 1 2</array>
           <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S P:x S D:z2 S</array>
           <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -9.197 -24.134 -4.634 -5.836</array>
           <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 1.33 2.0 0.8 2.0</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 21 11 33 1 13 37 1 9</array>
           <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O W O O W W</array>
          </list>
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-13.745</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">15</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">E1.u:1</scalar>
           <array dataType="xsd:double" size="6" dictRef="cc:percent">36.8 33.87 19.25 3.24 1.98 1.46</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:sfo1">1 1 1 1 2 1</array>
           <array dataType="xsd:string" size="6" dictRef="cc:sfo2">S S S S S D:z2</array>
           <array dataType="xsd:double" size="6" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -4.634</array>
           <array dataType="xsd:double" size="6" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:fragment1">31 13 27 33 1 1</array>
           <array dataType="xsd:string" size="6" dictRef="cc:fragment2">O O O O W W</array>
          </list>
          <list cmlx:templateRef="mo">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-13.745</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">15</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">E1.u:2</scalar>
           <array dataType="xsd:double" size="6" dictRef="cc:percent">36.8 33.87 19.25 3.24 1.98 1.46</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:sfo1">1 1 1 1 2 1</array>
           <array dataType="xsd:string" size="6" dictRef="cc:sfo2">S S S S S D:z2</array>
           <array dataType="xsd:double" size="6" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -4.634</array>
           <array dataType="xsd:double" size="6" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="6" dictRef="cc:fragment1">25 13 21 39 5 5</array>
           <array dataType="xsd:string" size="6" dictRef="cc:fragment2">O O O O W W</array>
          </list>
        </module>
    </comment>






Output text



<comment class="example.output" id="molecular.orbitals2">
      <module cmlx:lineCount="4714" cmlx:templateRef="molecular.orbitals">
          <list cmlx:templateRef="mo" spin="1">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.225</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">20</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="10" dictRef="cc:percent">32.51 17.93 13.22 10.33 6.46 4.22 3.39 2.62 1.59 1.24</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:sfo1">1 1 1 1 1 1 1 2 1 1</array>
           <array dataType="xsd:string" size="10" dictRef="cc:sfo2">S S S S S S S S S S</array>
           <array dataType="xsd:double" size="10" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -5.836 -24.134 -24.134</array>
           <array dataType="xsd:double" size="10" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:fragment1">17 23 13 25 12 21 35 3 11 33</array>
           <array dataType="xsd:string" size="10" dictRef="cc:fragment2">O O O O O O O W O O</array>
          </list>
          <list cmlx:templateRef="mo" spin="1">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.067</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">21</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="9" dictRef="cc:percent">48.78 15.26 8.55 5.21 4.55 3.93 2.55 1.36 1.2</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 1 1 1 1 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S S S S D:z2</array>
           <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -4.634</array>
           <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 17 21 23 11 33 12 35 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O O O O O W</array>
          </list>
          <list cmlx:templateRef="mo" spin="2">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.215</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">20</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="10" dictRef="cc:percent">34.44 16.27 13.49 10.22 6.54 3.66 3.54 2.46 1.58 1.25</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:sfo1">1 1 1 1 1 1 1 2 1 1</array>
           <array dataType="xsd:string" size="10" dictRef="cc:sfo2">S S S S S S S S S S</array>
           <array dataType="xsd:double" size="10" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -5.836 -24.134 -24.134</array>
           <array dataType="xsd:double" size="10" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0</array>
           <array dataType="xsd:integer" size="10" dictRef="cc:fragment1">17 23 13 25 12 21 35 3 11 33</array>
           <array dataType="xsd:string" size="10" dictRef="cc:fragment2">O O O O O O O W O O</array>
          </list>
          <list cmlx:templateRef="mo" spin="2">
           <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.06</scalar>
           <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:mo.number">21</scalar>
           <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
           <array dataType="xsd:double" size="9" dictRef="cc:percent">50.37 15.77 7.28 4.53 4.43 4.02 2.49 1.37 1.34</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 1 1 1 1 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S S S S D:z2</array>
           <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -4.634</array>
           <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 0.8</array>
           <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 17 21 11 23 33 12 35 1</array>
           <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O O O O O W</array>
          </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="restricted" pattern="\s+E\(eV\)\s+Occ.*" endPattern="~" endOffset="1" repeat="*">    <record repeat="3" />    <templateList>      <template pattern="(\s*\S+\s*){11}+" endPattern=".*$(\s*\S+\s*){11}+" endPattern2="~" repeat="*" endOffset="1">        <record id="mo">\s*{F,cc:mo.energy}{F,cc:mo.occupation}{I,cc:mo.number}{A,cc:mo.label}{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <record id="mo" repeat="*">\s*{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:percent']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo2']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment2']" />
                </template>
            </templateList>
        </template>  <template id="unrestricted" pattern="\s*\*\*\*\s*SPIN.*" endPattern="(\s*\S+\s*){7,}+\s*$\s*" endPattern2="~" endOffset="1" repeat="*">    <record id="spin">\s*\*\*\*\s*SPIN{I,cc:spin}.*</record>    <record repeat="5" />    <templateList>      <template pattern="(\s*\S+\s*){11}+" endPattern=".*$(\s*\S+\s*){11}+\s*" endPattern2="~" endOffset="1" repeat="*">        <record id="mo">\s*{F,cc:mo.energy}{F,cc:mo.occupation}{I,cc:mo.number}{A,cc:mo.label}{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <record id="mo" repeat="*">\s*{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:percent']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo2']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment1']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment2']" />
                </template>
            </templateList>    <transform process="pullup" repeat="1" xpath=".//cml:scalar[@dictRef='cc:spin']" />    <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='mo']" name="spin" value="$string(../../cml:scalar[@dictRef='cc:spin'])" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='cc:spin']" />
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:mo.energy']" value="nonsi:electronvolt" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='mo']/cml:list/*" />
<transform process="move" xpath=".//cml:list[@cmlx:templateRef='mo']" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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excitation.energy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	excitation.energy



	name

	Excitation energy calculation



	pattern

	.*EXCITATION\sENERGY\sCALCULATION,\sa\spart\sof\sthe\sADF-RESPONSE\scode.*



	endPattern

	\s*Normal\stermination\sof\sEXCITATION\sprogram\spart.*



	offset

	-2



	endOffset

	1



	repeat

	*



	xml:base

	results/excitationenergy/excitation.energy.xml







Input



**************************************************************************
*                                                                        *
*        EXCITATION ENERGY CALCULATION, a part of the ADF-RESPONSE code  *
...

**************************************************************************
*                                                                        *
*   Final excitation energies from Davidson algorithm                    *
*                                                                        *
**************************************************************************

 Symmetry A2

 Excitation energies E in a.u. and eV, dE wrt prev. cycle,
 oscillator strengths f in a.u.

 no.  E/a.u.        E/eV      f           dE/a.u.
 -----------------------------------------------------
   1 0.17896      4.8698     0.41613E-02  0.57E-09
   2 0.18115      4.9292     0.67918E-03  0.26E-08
   3 0.19174      5.2175     0.13150E-06  0.14E-10
   4 0.20939      5.6978     0.29712E-02  0.24E-09
   5 0.21423      5.8296     0.83640E-04  0.18E-11
   6 0.23518      6.3996      1.1274      0.19E-07

 Transition dipole moments mu (x,y,z) in a.u.
 (weak excitations are not printed)

 no.  E/eV          f                       mu (x,y,z)
 ------------------------------------------------------------------
   1  4.8698     0.41613E-02   0.0000      0.26355E-16 -0.18676
   2  4.9292     0.67918E-03   0.0000     -0.47650E-16 -0.74994E-01
   4  5.6978     0.29712E-02   0.0000     -0.21366E-17 -0.14589
   5  5.8296     0.83640E-04   0.0000      0.19705E-16  0.24200E-01
   6  6.3996      1.1274       0.0000      0.76377E-17   2.6816


**************************************************************************
*                                                                        *
*   Final excitation energies from Davidson algorithm                    *
*                                                                        *
**************************************************************************

 Symmetry E1

 Excitation energies E in a.u. and eV, dE wrt prev. cycle,
 oscillator strengths f in a.u.

 no.  E/a.u.        E/eV      f           dE/a.u.
 -----------------------------------------------------
   1 0.11647      3.1694     0.31676E-07  0.92E-09
   2 0.13433      3.6553     0.11852E-06  0.14E-07
   3 0.18185      4.9483     0.73217E-03  0.50E-09
   4 0.18596      5.0602     0.64273E-02  0.83E-07
   5 0.19245      5.2367     0.94836E-03  0.48E-06
   6 0.20111      5.4724     0.15097E-01  0.28E-06

 Transition dipole moments mu (x,y,z) in a.u.
 (weak excitations are not printed)

 no.  E/eV          f                       mu (x,y,z)
 ------------------------------------------------------------------
   3  4.9483     0.73217E-03 -0.77714E-01   0.0000       0.0000
   4  5.0602     0.64273E-02  0.22769       0.0000       0.0000
   5  5.2367     0.94836E-03  0.85976E-01   0.0000       0.0000
   6  5.4724     0.15097E-01 -0.33556       0.0000       0.0000


 Normal termination of EXCITATION program part






Input



**************************************************************************
*                                                                        *
*        EXCITATION ENERGY CALCULATION, a part of the ADF-RESPONSE code  *
...
**************************************************************************
*                                                                        *
*   Final excitation energies from Davidson algorithm                    *
*                                                                        *
**************************************************************************

    Number of loops in Davidson routine     =   11
    Number of matrix-vector multiplications =  223
    Type of excitations = SINGLET-SINGLET


 Symmetry A1

 Excitation energies E in a.u. and eV, dE wrt prev. cycle,
 oscillator strengths f in a.u.

 no.  E/a.u.        E/eV      f           dE/a.u.
 -----------------------------------------------------
   1 0.69890E-01  1.9018     0.17607E-03  0.42E-09
   2 0.74927E-01  2.0389     0.51785E-03  0.99E-09
   3 0.75482E-01  2.0540     0.64311E-09  0.81E-13
   4 0.77977E-01  2.1219     0.70275E-04  0.21E-09
   5 0.82967E-01  2.2576     0.13808E-03  0.15E-07
   6 0.98684E-01  2.6853     0.33791E-05  0.50E-11
   7 0.10348      2.8157     0.18201E-03  0.13E-09
   8 0.10356      2.8181     0.69163E-03  0.28E-09
   9 0.10664      2.9018     0.12917E-03  0.21E-09
  10 0.10677      2.9053     0.41951E-06  0.21E-10
  11 0.10732      2.9203     0.30798E-05  0.38E-10
  12 0.10821      2.9445     0.37521E-05  0.22E-09
  13 0.10936      2.9758     0.33188E-02  0.19E-08
  14 0.10993      2.9914     0.66342E-03  0.53E-08
  15 0.11069      3.0120     0.10037E-02  0.57E-09
  16 0.11226      3.0548     0.32440E-05  0.20E-09
  17 0.11419      3.1073     0.20923E-02  0.46E-09
  18 0.11422      3.1081     0.92867E-08  0.11E-12
  19 0.11548      3.1423     0.49782E-05  0.13E-09
  20 0.11762      3.2006     0.53162E-03  0.10E-06
  21 0.11981      3.2602     0.27594E-01  0.32E-07
  22 0.12020      3.2707     0.17331E-01  0.90E-08
  23 0.12131      3.3009     0.15409      0.50E-06

 Transition dipole moments mu (x,y,z) in a.u.
 (weak excitations are not printed)

 no.  E/eV          f                       mu (x,y,z)
 ------------------------------------------------------------------
   1  1.9018     0.17607E-03   0.0000       0.0000      0.61472E-01
   2  2.0389     0.51785E-03   0.0000       0.0000      0.10182
   4  2.1219     0.70275E-04   0.0000       0.0000      0.36767E-01
   5  2.2576     0.13808E-03   0.0000       0.0000     -0.49964E-01
   7  2.8157     0.18201E-03   0.0000       0.0000     -0.51365E-01
   8  2.8181     0.69163E-03   0.0000       0.0000      0.10009
   9  2.9018     0.12917E-03   0.0000       0.0000      0.42625E-01
  13  2.9758     0.33188E-02   0.0000       0.0000     -0.21336
  14  2.9914     0.66342E-03   0.0000       0.0000     -0.95144E-01
  15  3.0120     0.10037E-02   0.0000       0.0000     -0.11662
  17  3.1073     0.20923E-02   0.0000       0.0000      0.16578
  20  3.2006     0.53162E-03   0.0000       0.0000      0.82339E-01
  21  3.2602     0.27594E-01   0.0000       0.0000      0.58777
  22  3.2707     0.17331E-01   0.0000       0.0000     -0.46506
  23  3.3009     0.15409       0.0000       0.0000      -1.3804

 Rotatory strengths R in 10**(-40) esu**2 * cm**2 ,
 (multiply by 1.07827 to obtain reduced rotatory strengths),
 magnetic transition dipole vectors m in a.u.:

 no.    R                              m (x,y,z)
 ---------------------------------------------------------------
   1    0.79122E-15     0.0000         0.0000         0.0000
   2    0.82945E-14     0.0000         0.0000         0.0000
   3    0.63050E-17     0.0000         0.0000         0.0000
   4    0.13202E-14     0.0000         0.0000         0.0000
   5    0.58909E-14     0.0000         0.0000         0.0000
   6   -0.43046E-16     0.0000         0.0000         0.0000
   7    0.57639E-15     0.0000         0.0000         0.0000
   8    0.11262E-14     0.0000         0.0000         0.0000
   9    0.23067E-15     0.0000         0.0000         0.0000
  10   -0.20333E-16     0.0000         0.0000         0.0000
  11    0.78971E-16     0.0000         0.0000         0.0000
  12   -0.11537E-15     0.0000         0.0000         0.0000
  13   -0.21232E-14     0.0000         0.0000         0.0000
  14   -0.70305E-15     0.0000         0.0000         0.0000
  15    0.81698E-14     0.0000         0.0000         0.0000
  16   -0.68114E-15     0.0000         0.0000         0.0000
  17    0.17148E-14     0.0000         0.0000         0.0000
  18    0.54807E-16     0.0000         0.0000         0.0000
  19    0.67651E-16     0.0000         0.0000         0.0000
  20    0.33923E-14     0.0000         0.0000         0.0000
  21   -0.47237E-13     0.0000         0.0000         0.0000
  22   -0.34492E-13     0.0000         0.0000         0.0000
  23    0.47859E-13     0.0000         0.0000         0.0000

 Normal termination of EXCITATION program part






Output text



<comment class="example.output" id="excitation.energy">
        <module cmlx:lineCount="493" cmlx:templateRef="excitation.energy">
            <module cmlx:lineCount="72" cmlx:templateRef="excitationEnergies">
                <scalar dataType="xsd:string" dictRef="cc:symm">A2</scalar>
                <module cmlx:lineCount="11" cmlx:templateRef="energies">
                    <array dataType="xsd:integer" dictRef="cc:serial" size="6">1 2 3 4 5 6</array>
                    <array dataType="xsd:string" dictRef="cc:energy" size="6">0.17896 0.18115 0.19174 0.20939 0.21423 0.23518</array>
                    <array dataType="xsd:string" dictRef="cc:oscillator" size="6">0.41613E-02 0.67918E-03 0.13150E-06 0.29712E-02 0.83640E-04 1.1274</array>
                    <array dataType="xsd:string" dictRef="cc:energyDiff" size="6">0.57E-09 0.26E-08 0.14E-10 0.24E-09 0.18E-11 0.19E-07</array>
                </module>
                <module cmlx:lineCount="10" cmlx:templateRef="dipole">
                    <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 4 5 6</array>
                    <array dataType="xsd:string" dictRef="cc:energy" size="5">4.8698 4.9292 5.6978 5.8296 6.3996</array>
                    <array dataType="xsd:string" dictRef="cc:oscillator" size="5">0.41613E-02 0.67918E-03 0.29712E-02 0.83640E-04 1.1274</array>
                    <array dataType="xsd:string" dictRef="cc:muX" size="5">0.0000 0.0000 0.0000 0.0000 0.0000</array>
                    <array dataType="xsd:string" dictRef="cc:muY" size="5">0.26355E-16 -0.47650E-16 -0.21366E-17 0.19705E-16 0.76377E-17</array>
                    <array dataType="xsd:string" dictRef="cc:muZ" size="5">-0.18676 -0.74994E-01 -0.14589 0.24200E-01 2.6816</array>
                </module>
            </module>
            <module cmlx:lineCount="72" cmlx:templateRef="excitationEnergies">
                <scalar dataType="xsd:string" dictRef="cc:symm">E1</scalar>
                <module cmlx:lineCount="11" cmlx:templateRef="energies">
                    <array dataType="xsd:integer" dictRef="cc:serial" size="6">1 2 3 4 5 6</array>
                    <array dataType="xsd:string" dictRef="cc:energy" size="6">0.11647 0.13433 0.18185 0.18596 0.19245 0.20111</array>
                    <array dataType="xsd:string" dictRef="cc:oscillator" size="6">0.31676E-07 0.11852E-06 0.73217E-03 0.64273E-02 0.94836E-03 0.15097E-01
                    </array>
                    <array dataType="xsd:string" dictRef="cc:energyDiff" size="6">0.92E-09 0.14E-07 0.50E-09 0.83E-07 0.48E-06 0.28E-06</array>
                </module>
                <module cmlx:lineCount="9" cmlx:templateRef="dipole">
                    <array dataType="xsd:integer" dictRef="x:serial" size="4">3 4 5 6</array>
                    <array dataType="xsd:string" dictRef="cc:energy" size="4">4.9483 5.0602 5.2367 5.4724</array>
                    <array dataType="xsd:string" dictRef="cc:oscillator" size="4">0.73217E-03 0.64273E-02 0.94836E-03 0.15097E-01</array>
                    <array dataType="xsd:string" dictRef="cc:muX" size="4">-0.77714E-01 0.22769 0.85976E-01 -0.33556</array>
                    <array dataType="xsd:string" dictRef="cc:muY" size="4">0.0000 0.0000 0.0000 0.0000</array>
                    <array dataType="xsd:string" dictRef="cc:muZ" size="4">0.0000 0.0000 0.0000 0.0000</array>
                </module>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="excitation.energy2">
       <module cmlx:templateRef="excitation.energy" dictRef="cc:userDefinedModule">
          <module cmlx:templateRef="excitationEnergies">
             <scalar dataType="xsd:string" dictRef="cc:symm">A1</scalar>
             <module cmlx:templateRef="energies">
                <array dataType="xsd:integer" dictRef="cc:serial" size="23">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23</array>
                <array dataType="xsd:string" dictRef="cc:energy" size="23">0.69890E-01 0.74927E-01 0.75482E-01 0.77977E-01 0.82967E-01 0.98684E-01 0.10348 0.10356 0.10664 0.10677 0.10732 0.10821 0.10936 0.10993 0.11069 0.11226 0.11419 0.11422 0.11548 0.11762 0.11981 0.12020 0.12131</array>
                <array dataType="xsd:string" dictRef="cc:oscillator" size="23">0.17607E-03 0.51785E-03 0.64311E-09 0.70275E-04 0.13808E-03 0.33791E-05 0.18201E-03 0.69163E-03 0.12917E-03 0.41951E-06 0.30798E-05 0.37521E-05 0.33188E-02 0.66342E-03 0.10037E-02 0.32440E-05 0.20923E-02 0.92867E-08 0.49782E-05 0.53162E-03 0.27594E-01 0.17331E-01 0.15409</array>
                <array dataType="xsd:string" dictRef="cc:energyDiff" size="23">0.42E-09 0.99E-09 0.81E-13 0.21E-09 0.15E-07 0.50E-11 0.13E-09 0.28E-09 0.21E-09 0.21E-10 0.38E-10 0.22E-09 0.19E-08 0.53E-08 0.57E-09 0.20E-09 0.46E-09 0.11E-12 0.13E-09 0.10E-06 0.32E-07 0.90E-08 0.50E-06</array>
             </module>
             <module cmlx:templateRef="dipole">
                <array dataType="xsd:integer" dictRef="cc:serial" size="15">1 2 4 5 7 8 9 13 14 15 17 20 21 22 23</array>
                <array dataType="xsd:string" dictRef="cc:energy" size="15">1.9018 2.0389 2.1219 2.2576 2.8157 2.8181 2.9018 2.9758 2.9914 3.0120 3.1073 3.2006 3.2602 3.2707 3.3009</array>
                <array dataType="xsd:string" dictRef="cc:oscillator" size="15">0.17607E-03 0.51785E-03 0.70275E-04 0.13808E-03 0.18201E-03 0.69163E-03 0.12917E-03 0.33188E-02 0.66342E-03 0.10037E-02 0.20923E-02 0.53162E-03 0.27594E-01 0.17331E-01 0.15409</array>
                <array dataType="xsd:string" dictRef="cc:muX" size="15">0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
                <array dataType="xsd:string" dictRef="cc:muY" size="15">0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
                <array dataType="xsd:string" dictRef="cc:muZ" size="15">0.61472E-01 0.10182 0.36767E-01 -0.49964E-01 -0.51365E-01 0.10009 0.42625E-01 -0.21336 -0.95144E-01 -0.11662 0.16578 0.82339E-01 0.58777 -0.46506 -1.3804</array>
             </module>
             <module cmlx:templateRef="rotatory">
                <array dataType="xsd:integer" dictRef="cc:serial" size="23">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23</array>
                <array dataType="xsd:string" dictRef="a:strengths" size="23">0.79122E-15 0.82945E-14 0.63050E-17 0.13202E-14 0.58909E-14 -0.43046E-16 0.57639E-15 0.11262E-14 0.23067E-15 -0.20333E-16 0.78971E-16 -0.11537E-15 -0.21232E-14 -0.70305E-15 0.81698E-14 -0.68114E-15 0.17148E-14 0.54807E-16 0.67651E-16 0.33923E-14 -0.47237E-13 -0.34492E-13 0.47859E-13</array>
                <array dataType="xsd:string" dictRef="cc:mX" size="23">0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
                <array dataType="xsd:string" dictRef="cc:mY" size="23">0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
                <array dataType="xsd:string" dictRef="cc:mZ" size="23">0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
             </module>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="excitationEnergies" pattern="\s*\*\s+Final\sexcitation\senergies\sfrom\sDavidson\salgorithm.*" endPattern="\s*\*\s+Final\sexcitation\senergies\sfrom\sDavidson\salgorithm.*" endPattern2="\s*Eigenvalues\sof\ssmall.*" endPattern3="\sAll\sSINGLET-SINGLET\sexcitation\senergies.*" endPattern4="~" repeat="*">    <templateList>      <template pattern="\s*Symmetry.*" endPattern=".*" endOffset="0">        <record id="symmetry">\s*Symmetry{A,cc:symm}</record>
                </template>      <template id="energies" pattern="\s*Excitation\senergies\sE\sin.*" endPattern="\s+\d.*$\s*" endOffset="1">        <record repeat="5" />        <record repeat="*" makeArray="true">{I,cc:serial}{A,cc:energy}\s+\S+\s+{A,cc:oscillator}\s+{A,cc:energyDiff}.*
                    </record>
                </template>      <template id="dipole" pattern="\s*Transition\sdipole\smoments\smu.*" endPattern="\s+\d.*$\s*" endOffset="1">        <record repeat="5" />        <record repeat="*" makeArray="true">{I,cc:serial}{A,cc:energy}{A,cc:oscillator}{A,cc:muX}{A,cc:muY}{A,cc:muZ}
                    </record>
                </template>      <template id="rotatory" pattern="\s*Rotatory\sstrengths\sR\sin.*" endPattern="\s+\d.*$\s*" endOffset="1">        <record repeat="6" />        <record repeat="*" makeArray="true">{I,cc:serial}{A,a:strengths}{A,cc:mX}{A,cc:mY}{A,cc:mZ}
                    </record>
                </template>
            </templateList>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:symm']" repeat="2" />
<transform process="pullup" xpath=".//cml:array" repeat="1" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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adf.frequencyanalysis



	masses

	zeropoint

	vibrations

	intensities

	thermochemistry








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	adf.frequencyanalysis



	name

	Frequency analysis



	pattern

	\s+\*\s+F\sR\sE\sQ\sU\sE\sN\sC.*



	endPattern

	\s*\d*\s*$\s\*{20,}.*$(\s*|\s*LOGFILE.*)



	offset

	-1



	endOffset

	2



	repeat

	*



	xml:base

	adf/frequencyanalysis/frequencyanalysis.xml







Comment



                                     ******************************************
                                     *  F R E Q U E N C Y    A N A L Y S I S  *
                                     ******************************************
...


 Zero-Point Energy :      0.500175 a.u.
 ===================     13.610451 eV
 (imaginary frequencies were excluded from the summation)
 ...

 ===========================
 Vibrations and Normal Modes  ***  (cartesian coordinates, NOT mass-weighted)  ***
 ===========================

 The headers on the normal mode eigenvectors below give the Frequency in cm-1
 (a negative value means an imaginary frequency, no output for (almost-)zero frequencies)


                       -28.256                        45.406                        54.750
              ------------------------      ------------------------      ------------------------
    1.C         -0.012   0.007  -0.020         0.041  -0.105  -0.038        -0.005  -0.030   0.101
    2.C         -0.004   0.034  -0.019         0.035  -0.097  -0.044         0.022  -0.037   0.100
    3.C         -0.019   0.001  -0.004         0.012  -0.113  -0.038        -0.023  -0.039   0.094
    4.C          0.010   0.043   0.000         0.012  -0.104  -0.038         0.022  -0.031   0.099
    5.C          0.009   0.029   0.012        -0.054  -0.129  -0.034        -0.011  -0.035   0.098
    6.C          0.013  -0.016  -0.022         0.029  -0.099  -0.038        -0.025  -0.028   0.091
    7.C         -0.014   0.051  -0.027         0.008  -0.086  -0.036         0.024  -0.034   0.095
    8.C         -0.026  -0.035  -0.003         0.039  -0.084  -0.047        -0.048  -0.056   0.074
    9.C          0.006   0.066   0.001         0.021  -0.076  -0.020         0.043  -0.007   0.095

...

 List of All Frequencies:


 Intensities
 ===========

               Frequency       Dipole Strength        Absorption Intensity (degeneracy not counted)
                 cm-1           1e-40 esu2 cm2          km/mole
              ----------          ----------          ----------
              -28.256192           39.676107           -0.281009
               45.405798           70.141843            0.798301
               54.750200          154.864558            2.125278
 ...

 ============================
 Statistical Thermal Analysis  ***  ideal gas assumed  ***
 ============================

 Pressure:                  1.000000 atm.
 Temperature:             300.000000 K



 Moments of Inertia (and direction vectors)
 ==========================================

       41342.8675      42584.1405      47497.7524
 ...

 ***************************************************************************************************






Template definition



<templateList>  <xi:include href="frequencyanalysis/masses.xml" />  <xi:include href="frequencyanalysis/zeropoint.xml" />  <xi:include href="frequencyanalysis/vibrations.xml" />  <xi:include href="frequencyanalysis/intensities.xml" />  <xi:include href="frequencyanalysis/thermochemistry.xml" />
    </templateList>
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masses


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	masses



	name

	Atomic Masses



	pattern

	\s*Atomic\sMasses:\s*



	endPattern

	\s*



	endPattern2

	~



	endOffset

	1



	xml:base

	frequencyanalysis/masses.xml







Input



Atomic Masses:
---------------
   1. W             183.95093200
   2. W             183.95093200
   3. W             183.95093200
   4. W             183.95093200
   5. W             183.95093200
   6. O              15.99491400
   7. O              15.99491400
   8. O              15.99491400
   9. O              15.99491400
  10. O              15.99491400
  11. O              15.99491400
  12. O              15.99491400
  13. O              15.99491400
  14. O              15.99491400
  15. O              15.99491400
  16. O              15.99491400
  17. O              15.99491400
  18. O              15.99491400
  19. O              15.99491400
  20. O              15.99491400
  21. O              15.99491400
  22. O              15.99491400
  23. O              15.99491400
  24. H               1.00782500
  25. H               1.00782500
  26. H               1.00782500






Output text



<comment class="example.output" id="masses">
      <module cmlx:templateRef="masses">
        <array dataType="xsd:string" dictRef="cc:elementType" size="26">W W W W W O O O O O O O O O O O O O O O O O O H H H</array>
        <array dataType="xsd:double" dictRef="cc:atomicmass" size="26">183.95093200 183.95093200 183.95093200 183.95093200 183.95093200 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 15.99491400 1.00782500 1.00782500 1.00782500</array>
      </module>
    </comment>






Template definition



<record repeat="2" />
<record makeArray="true" repeat="*">\s*\d+\.\s*{A,cc:elementType}{F,cc:atomicmass}</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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zeropoint


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	zeropoint



	name

	Zero-point energy



	pattern

	\s*Zero-Point\sEnergy.*



	endPattern

	\s*



	endOffset

	0



	repeat

	*



	xml:base

	frequencyanalysis/zeropoint.xml







Input



Zero-Point Energy :      0.500175 a.u.
===================     13.610451 eV
(imaginary frequencies were excluded from the summation)






Output text



<comment class="example.output" id="zeropoint">
        <module cmlx:templateRef="zeropoint">
            <scalar dataType="xsd:double" dictRef="cc:zeropoint" units="nonsi:electronvolt">13.610451</scalar>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record id="zeropoint">\s*={10,}+\s*{F,cc:zeropoint}eV.*</record>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:zeropoint']" value="nonsi:electronvolt" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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vibrations


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	vibrations



	name

	Frequencies and normal modes



	pattern

	\s*Vibrations\sand\sNormal\sModes.*



	endPattern

	\s+List\sof\sAll\sFrequencies.*



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	frequencyanalysis/vibrations.xml







Input



===========================
Vibrations and Normal Modes  ***  (cartesian coordinates, NOT mass-weighted)  ***
===========================

The headers on the normal mode eigenvectors below give the Frequency in cm-1
(a negative value means an imaginary frequency, no output for (almost-)zero frequencies)


                      -28.256                        45.406                        54.750
             ------------------------      ------------------------      ------------------------
   1.C         -0.012   0.007  -0.020         0.041  -0.105  -0.038        -0.005  -0.030   0.101
   2.C         -0.004   0.034  -0.019         0.035  -0.097  -0.044         0.022  -0.037   0.100
   3.C         -0.019   0.001  -0.004         0.012  -0.113  -0.038        -0.023  -0.039   0.094
   4.C          0.010   0.043   0.000         0.012  -0.104  -0.038         0.022  -0.031   0.099
   5.C          0.009   0.029   0.012        -0.054  -0.129  -0.034        -0.011  -0.035   0.098
   6.C          0.013  -0.016  -0.022         0.029  -0.099  -0.038        -0.025  -0.028   0.091
   7.C         -0.014   0.051  -0.027         0.008  -0.086  -0.036         0.024  -0.034   0.095
   8.C         -0.026  -0.035  -0.003         0.039  -0.084  -0.047        -0.048  -0.056   0.074
   9.C          0.006   0.066   0.001         0.021  -0.076  -0.020         0.043  -0.007   0.095


                      100.940                       118.700                       121.007
             ------------------------      ------------------------      ------------------------
   1.C          0.088   0.006   0.008        -0.002  -0.040   0.029         0.022   0.033   0.035
   2.C          0.095   0.007   0.000        -0.018  -0.040   0.029         0.005   0.032   0.034
   3.C          0.060  -0.008   0.007        -0.014  -0.042   0.030         0.042   0.033   0.038
   4.C          0.075  -0.005   0.000        -0.041  -0.042   0.033         0.012   0.033   0.036
   5.C          0.004  -0.020   0.005        -0.040  -0.041   0.031         0.037   0.033   0.037
   6.C          0.071   0.023   0.010         0.016  -0.050   0.035         0.018   0.039   0.039
   7.C          0.078   0.025  -0.001        -0.014  -0.047   0.033        -0.015   0.041   0.040
   8.C          0.058  -0.009  -0.002        -0.002  -0.046   0.035         0.055   0.032   0.049
   9.C          0.074  -0.005   0.007        -0.053  -0.042   0.044        -0.006   0.034   0.045






Output text



<comment class="example.output" id="vibrations">
        <module cmlx:lineCount="36" cmlx:templateRef="vibrations">
            <array dataType="xsd:double" size="6" dictRef="cc:frequency">-28.256 45.406 54.75 100.94 118.7 121.007</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="9">C C C C C C C C C</array>
            <array dataType="xsd:double" size="162" dictRef="cc:displacement">-0.012 0.007 -0.02 -0.004 0.034 -0.019 -0.019 0.001 -0.004 0.01 0.043 0.0 0.009 0.029 0.012 0.013 -0.016 -0.022 -0.014 0.051 -0.027 -0.026 -0.035 -0.003 0.006 0.066 0.001 0.041 -0.105 -0.038 0.035 -0.097 -0.044 0.012 -0.113 -0.038 0.012 -0.104 -0.038 -0.054 -0.129 -0.034 0.029 -0.099 -0.038 0.008 -0.086 -0.036 0.039 -0.084 -0.047 0.021 -0.076 -0.02 -0.005 -0.03 0.101 0.022 -0.037 0.1 -0.023 -0.039 0.094 0.022 -0.031 0.099 -0.011 -0.035 0.098 -0.025 -0.028 0.091 0.024 -0.034 0.095 -0.048 -0.056 0.074 0.043 -0.007 0.095 0.088 0.006 0.008 0.095 0.007 0.0 0.06 -0.008 0.007 0.075 -0.005 0.0 0.004 -0.02 0.005 0.071 0.023 0.01 0.078 0.025 -0.001 0.058 -0.009 -0.002 0.074 -0.005 0.007 -0.002 -0.04 0.029 -0.018 -0.04 0.029 -0.014 -0.042 0.03 -0.041 -0.042 0.033 -0.04 -0.041 0.031 0.016 -0.05 0.035 -0.014 -0.047 0.033 -0.002 -0.046 0.035 -0.053 -0.042 0.044 0.022 0.033 0.035 0.005 0.032 0.034 0.042 0.033 0.038 0.012 0.033 0.036 0.037 0.033 0.037 0.018 0.039 0.039 -0.015 0.041 0.04 0.055 0.032 0.049 -0.006 0.034 0.045</array>
        </module>
    </comment>






Template definition



<record repeat="8" />
<templateList>  <template pattern="(\s*[-0-9\.]+\s*){1,3}+" endPattern="\s*" endOffset="0" repeat="*">    <templateList>      <template pattern="(\s*[-0-9\.]+\s*){1,3}+" endPattern=".*" endOffset="1">        <record id="freq">{1_3F,cc:frequency}</record>
                </template>      <template pattern="\s*\S+\.[a-zA-Z]+(\s+\S+){9}\s*" endPattern="~">        <record id="displacement3" makeArray="true" repeat="*">\s*\S+\.{A,cc:elementType}{3F,cc:displacement}{3F,cc:displacement2}{3F,cc:displacement3}</record>
                </template>      <template pattern="\s*\S+\.[a-zA-Z]+(\s+\S+){6}\s*" endPattern="~">        <record id="displacement2" makeArray="true" repeat="*">\s*\S+\.{A,cc:elementType}{3F,cc:displacement}{3F,cc:displacement2}</record>
                </template>      <template pattern="\s*\S+\.[a-zA-Z]+(\s+\S+){3}\s*" endPattern="~">        <record id="displacement1" makeArray="true" repeat="*">\s*\S+\.{A,cc:elementType}{3F,cc:displacement}</record>
                </template>
            </templateList>
        </template>
    </templateList>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:frequency']" />
<transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath="(.//cml:array[@dictRef='cc:elementType'])[position() >=2]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath="./cml:module" />
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intensities


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	intensities



	name

	Vibrational frequencies intensity



	pattern

	\s*List\sof\sAll\sFrequencies:\s*



	endPattern

	(\s*[\d\.-]+\s*){3}$\s*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	frequencyanalysis/intensities.xml







Input



    List of All Frequencies:


Intensities
===========

              Frequency       Dipole Strength        Absorption Intensity (degeneracy not counted)
                cm-1           1e-40 esu2 cm2          km/mole
             ----------          ----------          ----------
             -28.256192           39.676107           -0.281009
              45.405798           70.141843            0.798301
              54.750200          154.864558            2.125278
             100.940099          135.844174            3.437026
             118.700499           83.850608            2.494806
             121.007136           78.677577            2.386382
             169.723900          147.801795            6.287830
             175.522184           32.572762            1.433061
             184.419714           28.453475            1.315288
             211.159563            0.892712            0.047250
             212.913244            0.111568            0.005954
             224.315297            3.541865            0.199145
             258.149623            0.210207            0.013602
             262.776833            0.020431            0.001346
             279.266385           13.682438            0.957768






Output text



<comment class="example.output" id="intensities">
       <module cmlx:templateRef="intensities">
          <array dataType="xsd:double" dictRef="cc:frequency" units="nonsi:cm-1" size="15">-28.256192 45.405798 54.7502 100.940099 118.700499 121.007136 169.7239 175.522184 184.419714 211.159563 212.913244 224.315297 258.149623 262.776833 279.266385</array>
          <array dataType="xsd:double" dictRef="cc:dipole" units="nonsi2:1e-40.esu2.cm2" size="15">39.676107 70.141843 154.864558 135.844174 83.850608 78.677577 147.801795 32.572762 28.453475 0.892712 0.111568 3.541865 0.210207 0.020431 13.682438</array>
          <array dataType="xsd:double" dictRef="cc:absortion" units="nonsi2:km.mole-1" size="15">-0.281009 0.798301 2.125278 3.437026 2.494806 2.386382 6.28783 1.433061 1.315288 0.04725 0.005954 0.199145 0.013602 0.001346 0.957768</array>
       </module>
    </comment>






Template definition



<record repeat="9" />
<record repeat="*" makeArray="true">{F,cc:frequency}{F,cc:dipole}{F,cc:absortion}</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:frequency']" value="nonsi:cm-1" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:dipole']" value="nonsi2:1e-40.esu2.cm2" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:absortion']" value="nonsi2:km.mole-1" />
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thermochemistry


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	thermochemistry



	pattern

	\s*Statistical\sThermal\sAnalysis.*



	endPattern

	\s*\*{10}+\s*



	endPattern2

	\s*={10,}+\s*$\s*\S+.*$\s*={10,}+



	endPattern3

	~



	endOffset

	0



	xml:base

	frequencyanalysis/thermochemistry.xml







Input



============================
Statistical Thermal Analysis  ***  ideal gas assumed  ***
============================

Pressure:                  1.000000 atm.
Temperature:             300.000000 K



Moments of Inertia (and direction vectors)
==========================================

      41342.8675      42584.1405      47497.7524
------------------------------------------------
          0.9979          0.0640          0.0012
          0.0640         -0.9973         -0.0372
          0.0012         -0.0372          0.9993


The rotational contribution to the molecular entropy includes
a term, dependent on the symmetry number sigma. The results
reported below were computed using sigma = 1, determined
from the point group symmetry of the input geometry (NOSYM).
If this is not the correct symmetry, please contact SCM to
report a bug.


    Temp                                                       Transl     Rotat    Vibrat     Total
    ----                                                       ------     -----    ------     -----

    300.00   Entropy (cal/mole-K):                             47.312    39.674   110.986   197.972
             Internal Energy (Kcal/mole):                       0.894     0.894   335.070   336.859
             Constant Volume Heat Capacity (cal/mole-K):        2.981     2.981   179.493   185.455

************************************************************************************************






Output text



<comment class="example.output" id="thermochemistry">
        <module cmlx:templateRef="thermochemistry">
            <scalar dataType="xsd:double" dictRef="cc:press" units="nonsi:atm">1.0</scalar>
            <scalar dataType="xsd:double" dictRef="cc:temp" units="si:k">300.0</scalar>
            <array dataType="xsd:double" dictRef="cc:moi" size="3">41342.8675 42584.1405 47497.7524</array>
            <scalar dataType="xsd:integer" dictRef="cc:symmnumber">1</scalar>
            <scalar dataType="xsd:string" dictRef="cc:pointgroup">NOSYM</scalar>
            <module cmlx:lineCount="6" cmlx:templateRef="energies">
               <scalar dataType="xsd:double" dictRef="cc:temp" units="si:k">300.0</scalar>
               <list cmlx:templateRef="entropy">
                  <scalar dataType="xsd:double" dictRef="cc:transl" units="nonsi2:cal.mol-1.K-1">47.312</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:rotat" units="nonsi2:cal.mol-1.K-1">39.674</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:vibrat" units="nonsi2:cal.mol-1.K-1">110.986</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:total" units="nonsi2:cal.mol-1.K-1">197.972</scalar>
               </list>
               <list cmlx:templateRef="internalEnergy">
                  <scalar dataType="xsd:double" dictRef="cc:transl" units="nonsi2:kcal.mol-1">0.894</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:rotat" units="nonsi2:kcal.mol-1">0.894</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:vibrat" units="nonsi2:kcal.mol-1">335.07</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:total" units="nonsi2:kcal.mol-1">336.859</scalar>
               </list>
               <list cmlx:templateRef="heat">
                  <scalar dataType="xsd:double" dictRef="cc:transl" units="nonsi2:cal.mol-1.K-1">2.981</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:rotat" units="nonsi2:cal.mol-1.K-1">2.981</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:vibrat" units="nonsi2:cal.mol-1.K-1">179.493</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:total" units="nonsi2:cal.mol-1.K-1">185.455</scalar>
               </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="temppressure" pattern="\s*Pressure:.*" endPattern="\s*Temperature:.*" endOffset="1">    <record id="pressure">\s*Pressure:{F,cc:press}.*</record>    <record id="temperature">\s*Temperature:{F,cc:temp}.*</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="inertia" pattern="\s*Moments\sof\sInertia.*" endPattern=".*\d\s*$\s*" endOffset="2">    <record repeat="3" />    <record>{3F,cc:moi}</record>
        </template>  <template id="symmetry" pattern="\s*The\srotational\scontribution.*" endPattern="\s*" endPattern2="~">    <record repeat="2">.*</record>    <record>.*sigma\s=\s{I,cc:symmnumber}.*</record>    <record>.*point\sgroup\ssymmetry\sof\sthe\sinput\sgeometry\s\({X,cc:pointgroup}\).*</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="energies" pattern="\s*Temp\s*Transl.*" endPattern="\s*Constant\sVolume\sHeat.*" endOffset="1" repeat="*">    <record repeat="3" />    <record id="entropy">{F,cc:temp}Entropy\s*\(cal/mole-K\):{F,cc:transl}{F,cc:rotat}{F,cc:vibrat}{F,cc:total}</record>    <record id="internalEnergy">\s*Internal\sEnergy\s\(Kcal/mole\):{F,cc:transl}{F,cc:rotat}{F,cc:vibrat}{F,cc:total}</record>    <record id="heat">\s*Constant\sVolume\sHeat\sCapacity\s\(cal/mole-K\):{F,cc:transl}{F,cc:rotat}{F,cc:vibrat}{F,cc:total}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:array" repeat="2" />
<transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='entropy' or @cmlx:templateRef='heat']/cml:scalar" value="nonsi2:cal.mol-1.K-1" />
<transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='internalEnergy']/cml:scalar" value="nonsi2:kcal.mol-1" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:press']" value="nonsi:atm" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:temp']" value="si:k" />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='entropy']/cml:scalar[@dictRef='cc:temp']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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quild.module



	program.header

	quild.coord








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	quild.module



	name

	QUILD Module



	pattern

	\s+\*\s+\|\s+Q\sU\sI\sL\sD\s+\|\s+\*.*



	endPattern

	\s*Leaving\sQUILD.*



	offset

	-10



	endOffset

	1



	repeat

	*



	xml:base

	quild/quild.xml







Comment



 *******************************************************************************
 *                                                                             *
 *  -------------------------------------                                      *
 *   Amsterdam Density Functional  (ADF)         2009.01   September 29th, 2009*
 *  -------------------------------------                                      *
 *                                               Build 200912192106            *
 *                                                                             *
 *                                                                             *
 *                            =====================                            *
 *                            |                   |                            *
 *                            |     Q U I L D     |                            *
 *                            |                   |                            *
 *                            =====================                            *
 *                                                                             *
 *                                                                             *
 *   Online information and documentation:  http://www.scm.com                 *
 *   E-mail:  support@scm.com   info@scm.com                                   *
 *                                                                             *
 *   Scientific publications using ADF results must be properly referenced     *
 *   See the User Manuals (or the web site) for recommended citations          *
 *   The terms and conditions of the End User License Agreement apply to       *
 *   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
 *                                                                             *
 *****************************  pentium64_linux  *******************************

 QUILD 2009.01  RunTime: May03-2010 13:06:38

...
=============
Leaving QUILD
=============






Template definition



<templateList>  <xi:include href="quild/../program.header.xml" />  <xi:include href="quild/quild.coord.xml" />
    </templateList>
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program.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	program.header



	name

	Generic program header



	pattern

	\s*\*\s+Amsterdam\sDensity\sFunctional.*



	pattern2

	\s*\*\s+Amsterdam\sModeling\sSuite.*



	offset

	-3



	endPattern

	.*RunTime.*



	endOffset

	1



	xml:base

	program.header.xml







Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
*  -------------------------------------                                      *
*                                               Build 200708201257            *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     X X X X X     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
****************************  pentium_linux_ifc  ******************************

DIRAC 2007.01  RunTime: Oct16-2008 12:08:11






Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2014                          *
*  -------------------------------------                                      *
*                                               r48167 2015-10-14             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
********************  x86_64_linux_intel / platform_mpi  **********************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2014  RunTime: Mar01-2016 19:27:34  Nodes: 1  Procs: 1






Input



*******************************************************************************
*                                                                             *
*  --------------------------------                                           *
*   Amsterdam Modeling Suite (AMS)              2019.302                      *
*  --------------------------------                                           *
*                                               r80089 2019-12-11             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  https://www.scm.com/support/       *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using AMS results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of AMS, https://www.scm.com/license-terms/                        *
*                                                                             *
***********************  x86_64_linux_intel / openmpi  ************************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2019.302  RunTime: May29-2020 06:12:53  Nodes: 1  Procs: 1






Output text



<comment class="example.output" id="program.header">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">01</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programDate">August 20, 2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">200708201257</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">pentium_linux_ifc</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Oct16-2008 12:08:11</scalar>
       </module>
    </comment>






Output text



<comment class="example.output" id="program.header2">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2014</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r48167</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2015-10-14</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / platform_mpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Mar01-2016 19:27:34</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="program.header3">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2019</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">302</scalar>
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r80089</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2019-12-11</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / openmpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">May29-2020 06:12:53</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*development\sversion\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[\S]+\s+\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s+{I,cc:programVersion}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*development\sversion\s*\*.*" endPattern=".*">    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\.[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s+{I,cc:programVersion}\.{A,cc:programSubversion}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\).*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Build\s*.*" endPattern=".*">    <record id="program">\s*\*\s*Build\s*{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[0-9]+\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s{40,}[\S]+.*\*.*" endPattern=".*">    <record id="program">\s*\*\s{40,}{A,a:compilation}{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*{20,}+\s*\S+\s*.*" endPattern=".*" endOffset="0">    <record id="programFlavour">\s*\*{20,}+\s+{X,cc:programFlavour}\s+\*+.*</record>
            </template>  <template pattern="\s*.*RunTime:.*Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}</record>
            </template>
        </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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quild.coord


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	ADF log



	id

	quild.coord



	name

	Quild module initial coordinates



	pattern

	\s*Atomic\scoordinates\s*



	endPattern

	.*\d+\s*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	quild/quild.coord.xml







Input



    Atomic coordinates

 atom       nr    x (Bohrs)   y (Bohrs)   z (Bohrs)       x (angs)    y (angs)    z (angs)
--------------------------------------------------------------------------------------------
 C           1     -4.35644    -4.32382     2.48365       -2.30533    -2.28807     1.31429
 C           2     -5.56237    -5.32601     0.18408       -2.94348    -2.81840     0.09741
 C           3     -7.06088    -2.91568    -0.71245       -3.73646    -1.54291    -0.37701
 C           4     -7.55061    -1.29962     1.88992       -3.99561    -0.68773     1.00010
 C           5     -5.22954    -2.06590     3.35741       -2.76735    -1.09323     1.77667
 C           6     -1.87045    -5.13748     2.85502       -0.98980    -2.71864     1.51081
 C           7     -1.04042    -6.39232     0.64033       -0.55057    -3.38267     0.33885
 C           8     -3.14831    -6.30129    -1.37538       -1.66601    -3.33450    -0.72782






Output text



<comment class="example.output" id="quild.coord">
         <module cmlx:lineCount="80" cmlx:templateRef="quild.coord">
            <molecule id="quild.coord">
             <atomArray>
              <atom id="a1" elementType="C" x3="-2.30533" y3="-2.28807" z3="1.31429">
               <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
              <atom id="a2" elementType="C" x3="-2.94348" y3="-2.8184" z3="0.09741">
               <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
              <atom id="a3" elementType="C" x3="-3.73646" y3="-1.54291" z3="-0.37701">
               <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
              <atom id="a4" elementType="C" x3="-3.99561" y3="-0.68773" z3="1.0001">
               <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
              <atom id="a5" elementType="C" x3="-2.76735" y3="-1.09323" z3="1.77667">
               <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
              <atom id="a6" elementType="C" x3="-0.9898" y3="-2.71864" z3="1.51081">
               <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
              <atom id="a7" elementType="C" x3="-0.55057" y3="-3.38267" z3="0.33885">
               <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
              <atom id="a8" elementType="C" x3="-1.66601" y3="-3.3345" z3="-0.72782">
               <scalar dataType="xsd:integer" dictRef="cc:serial">8</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
              </atom>
             </atomArray>
             <formula formalCharge="0" concise="C 8">
              <atomArray elementType="C" count="8.0" />
             </formula>
             <bondArray>
              <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
              <bond atomRefs2="a1 a5" id="a1_a5" order="S" />
              <bond atomRefs2="a1 a6" id="a1_a6" order="S" />
              <bond atomRefs2="a2 a3" id="a2_a3" order="S" />
              <bond atomRefs2="a2 a8" id="a2_a8" order="S" />
             </bondArray>
             <property dictRef="cml:molmass">
              <scalar dataType="xsd:double" units="unit:dalton">1241.0054</scalar>
             </property>
            </molecule>
           </module>


    </comment>






Template definition



<record repeat="4" />
<record id="atom" repeat="*" makeArray="true">{A,cc:elementType}{I,cc:serial}\s+\S+\s+\S+\s+\S+\s+{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
<transform process="createMolecule" id="quild.coord" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" />
<transform process="pullup" xpath=".//cml:molecule" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:molecule[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	logfile



	name

	Final log file resume



	pattern

	\s*\(LOGFILE\).*



	endPattern

	.*END.*$(.(?!:))*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	logfile.xml







Input



   (LOGFILE)
<May04-2010> <06:12:25>  END
<May04-2010> <06:12:26>  ADF 2009.01  RunTime: May04-2010 06:12:26
<May04-2010> <06:12:26>  OPT C80BUTPROD69 CONT 12
<May04-2010> <06:12:27>  RunType   : SINGLE POINT
<May04-2010> <06:12:27>  Net Charge: 0 (Nuclei minus Electrons)
<May04-2010> <06:12:27>  Symmetry  : NOSYM
<May04-2010> <06:12:27>  >>>> FRAGM
<May04-2010> <06:12:28>  >>>> CORORT
<May04-2010> <06:12:29>  >>>> FITINT
<May04-2010> <06:12:35>  >>>> CLSMAT
<May04-2010> <06:12:35>  >>>> ORTHON
<May04-2010> <06:12:40>  >>>> GENPT
<May04-2010> <06:12:41>  Acc.Num.Int.=   6.000
<May04-2010> <06:12:42>  Block Length= 128
<May04-2010> <06:12:48>  >>>> PTBAS
<May04-2010> <06:15:28>  >>>> CYCLE
<May04-2010> <06:15:50>    1
<May04-2010> <06:16:33>    2  ErrMat   2.79814121  MaxEl  0.48176486
<May04-2010> <06:17:06>    3  ErrMat   1.51224955  MaxEl  0.09978819
<May04-2010> <06:17:39>    4  ErrMat   0.94765889  MaxEl -0.04486329
<May04-2010> <06:18:25>    5  ErrMat   0.61366968  MaxEl  0.04137339
<May04-2010> <06:18:59>    6  ErrMat   0.63098527  MaxEl  0.09804162
<May04-2010> <06:19:32>    7  ErrMat   0.22216777  MaxEl  0.03069437
<May04-2010> <06:20:05>    8  ErrMat   0.09119102  MaxEl -0.01194218
<May04-2010> <06:20:37>    9  ErrMat   0.08555816  MaxEl  0.00727754
<May04-2010> <06:21:10>   10  ErrMat   0.03727656  MaxEl -0.00234168
<May04-2010> <06:21:44>   11  ErrMat   0.01712033  MaxEl  0.00302702
<May04-2010> <06:22:17>   12  ErrMat   0.00478966  MaxEl -0.00038518
<May04-2010> <06:22:49>   13  ErrMat   0.00736128  MaxEl -0.00097317
<May04-2010> <06:23:22>   14  ErrMat   0.00303646  MaxEl  0.00049233
<May04-2010> <06:23:55>   15  ErrMat   0.00100783  MaxEl -0.00014174
<May04-2010> <06:24:27>   16  ErrMat   0.00043373  MaxEl  0.00006704
<May04-2010> <06:25:01>   17  ErrMat   0.00027019  MaxEl -0.00002004
<May04-2010> <06:25:35>   18  ErrMat   0.00007548  MaxEl -0.00000797
<May04-2010> <06:26:08>   19  ErrMat   0.00008791  MaxEl -0.00001188
<May04-2010> <06:26:41>   20  ErrMat   0.00002641  MaxEl  0.00000333
<May04-2010> <06:27:14>   21  ErrMat   0.00000780  MaxEl -0.00000057
<May04-2010> <06:27:20>  SCF converged
<May04-2010> <06:27:47>   22  ErrMat   0.00001758  MaxEl -0.00000151
<May04-2010> <06:28:12>  >>>> TOTEN
<May04-2010> <06:36:34>  >>>> POPAN
<May04-2010> <06:36:34>  >>>> DEBYE
<May04-2010> <06:36:37>  >>>> AMETS
<May04-2010> <06:36:43>   Bond Energy LDA     -31.82018839 a.u.
<May04-2010> <06:36:43>   Bond Energy LDA    -865.87138203 eV
<May04-2010> <06:36:43>           + GGA-X     -25.93787799 a.u.
<May04-2010> <06:36:43>           + GGA-X    -705.80557174 eV
<May04-2010> <06:36:43>          + GGA-XC     -28.47073192 a.u.
<May04-2010> <06:36:43>          + GGA-XC    -774.72803397 eV
<May04-2010> <06:36:43>  >>>> POPUL
<May04-2010> <06:36:49>  NORMAL TERMINATION
<May04-2010> <06:36:51>  END






Output text



<comment class="example.output" id="logfile">
        <module cmlx:lineCount="53" cmlx:templateRef="logfile">
            <scalar dataType="xsd:string" dictRef="cc:runDate">May04-2010 06:12:26</scalar>
            <scalar dataType="xsd:integer" dictRef="a:charge">0</scalar>
            <scalar dataType="xsd:double" dictRef="cc:potentialEnergy" units="nonsi:electronvolt">-774.72803397</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern=".*ADF.*RunTime:.*" endPattern=".*" endOffset="1" repeat="*">    <record id="runtime">.*RunTime:{X,cc:runDate}</record>    <record id="title">.*:\d\d:\d\d.?\s*{X,cc:title}\s*</record>
        </template>  <template pattern=".*RunTime:.*" endPattern=".*" repeat="*">    <record id="runtime">.*RunTime:{X,cc:runDate}</record>
        </template>  <template pattern=".*current energy.*" endPattern=".*" repeat="*">    <record id="potential.energy">.*current energy{F,cc:potentialEnergy}Hartree.*</record>    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern=".*GGA-XC.*eV.*" endPattern=".*" repeat="*">    <record id="potential.energy">.*GGA-XC.{F,cc:potentialEnergy}eV.*</record>    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:electronvolt" />
        </template>  <template pattern=".*ERROR: GEOMETRY DID NOT CONVERGE.*" endPattern=".*" repeat="*">    <record id="converged">.*ERROR:{X,a:converged}</record>
        </template>  <template pattern=".*(Geometry\sConverged|GEOMETRY\sCONVERGED).*" endPattern=".*" repeat="*">    <record id="converged">.*:\d\d:\d\d.{X,a:converged}</record>
        </template>  <template pattern=".*Net\sCharge:.*\(Nuclei\sminus\sElectrons\).*" endPattern=".*" repeat="*">    <record id="charge">.*Net\sCharge:{I,a:charge}\(Nuclei\sminus\sElectrons\).*</record>
        </template>  <template pattern=".*Spin\spolar:.*\(Spin_A\sminus\sSpin_B\selectrons\).*" endPattern=".*" repeat="*">    <record id="spin.polarization">.*Spin\spolar:{A,a:spinPolarization}\(Spin_A\sminus\sSpin_B\selectrons\).*</record>
        </template>
    </templateList>
<transform process="pullup" repeat="2" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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statistics



	timing








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	statistics



	name

	Final statistics resume



	pattern

	\s*Timing\sStatistics.*



	endPattern

	\s*\*{20,}+.*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	statistics/statistics.xml







Comment



 =================
 Timing Statistics
 =================

 Total Used :                     CPU=        0.32      System=        0.16     Elapsed=        1.05
...

 ***************************************************************************************************






Template definition



<templateList>  <xi:include href="statistics/timing.xml" />
    </templateList>
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timing


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	timing



	name

	Timing statistics resume



	pattern

	\s*Timing\sStatistics.*



	endPattern

	.*\.{5,}+(\s+\S+\s*){6}.*$\s*$\s*



	offset

	-1



	endOffset

	2



	xml:base

	statistics/timing.xml







Input



=================
Timing Statistics
=================

Total Used :                     CPU=        0.32      System=        0.16     Elapsed=        1.05

 Calls  Section                     ( Mean, Percentage )
---------------------------------------------------------------------------------------------------
    2          ................      0.00    0.00             0.00    0.00             0.00    0.00
    1  EXIT PROCEDURE .........      0.75  100.00             0.16  100.00             0.99  100.00






Output text



<comment class="example.output" id="timing">
       <module cmlx:lineCount="11" cmlx:templateRef="timing">
        <scalar dataType="xsd:double" dictRef="cc:cputime">0.32</scalar>
        <scalar dataType="xsd:double" dictRef="cc:systemtime">0.16</scalar>
        <scalar dataType="xsd:double" dictRef="cc:elapsedtime">1.05</scalar>
       </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Total\s+Used\s+:.*" endPattern=".*" endOffset="0">    <record>\s*Total\s+Used\s+:\s+CPU={F,cc:cputime}System={F,cc:systemtime}Elapsed={F,cc:elapsedtime}</record>    <transform process="pullup" repeat="3" xpath=".//cml:scalar" />
        </template>

    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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	quild.iteration.coord








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	quild.iteration



	name

	A quild cycle



	pattern

	\s*back\sin\sQUILD\sfor\siter.*



	endPattern

	\s*Leaving\sQUILD.*



	endOffset

	2



	repeat

	*



	xml:base

	quild/quild.iteration.xml







Comment



 back in QUILD for iter:    1
 Reading TAPE21s from JOB files for energy and gradients
 -------------------------------------------------------
...

 =============
 Leaving QUILD
 =============






Template definition



<templateList>  <xi:include href="quild/quild.iteration.coord.xml" />
    </templateList>
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quild.iteration.coord


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	quild.iteration.coord



	name

	QUILD iteration geometry



	pattern

	\s*New\scoordinates\s\(angs\)\sand\ssteps\safter\sIter\_QUILD.*



	endPattern

	.*\d+\s*$\s*



	offset

	-1



	endOffset

	2



	repeat

	*



	xml:base

	quild/quild.iteration.coord.xml







Input



--------------------------------------------------------
New coordinates (angs) and steps after Iter_QUILD:     1
--------------------------------------------------------

     1  C           0.706591105    -3.802679097    -1.608644212         0.003104907    -0.001155176     0.000963408
     2  C          -0.397688600    -3.284155488    -2.331243034         0.002591074    -0.002534765     0.000892041
     3  C           0.577149202    -4.109028971    -0.191056243         0.003278041    -0.000555805     0.001009513
     4  C           2.022733947    -3.303377329    -1.840656780         0.002734255    -0.000061716     0.000647007
     5  C          -0.159039063    -2.342679492    -3.372564243         0.001827564    -0.002672294     0.000458378
     6  C          -1.645568264    -3.198606267    -1.625456336         0.002473038    -0.003992512     0.000945691
     7  C          -0.647653368    -3.963856083     0.539287983         0.002844240    -0.003594060     0.001108382
     8  C           1.847424618    -3.839318529     0.410850464         0.003308111    -0.000150670     0.000739126
     9  C           2.246462173    -2.279165651    -2.801635493         0.001989796    -0.000114794     0.000327887
    10  C           2.729730989    -3.303799576    -0.578310086         0.002779666     0.000434566     0.000625614
    11  C          -1.080787734    -1.278337489    -3.656382772         0.000954457    -0.003481972     0.000099385
    12  C           1.161806731    -1.841714265    -3.606520814         0.001395078    -0.001191453     0.000647465
    13  C          -1.837528049    -3.633303178    -0.242594267         0.002527770    -0.004252727     0.001025274
    14  C          -2.533982316    -2.109544468    -1.899950978         0.001983944    -0.004351447     0.000654388
    15  SC         -0.945178864    -1.588219494     0.239599379         0.003209610    -0.004598579    -0.001507212
    16  C          -0.549868358    -3.468923509     1.933296574         0.002677390    -0.002080965     0.000698831
    17  C           1.928836271    -3.418684715     1.738715598         0.003031582     0.000474481     0.000536877
    18  C           3.262572284    -1.321496355    -2.512107643         0.002257862     0.000333422    -0.001216655
    19  C           3.658546869    -2.282539239    -0.235808302         0.001723876     0.001485618     0.000297999
    20  C          -2.262252855    -1.122786595    -2.894234294         0.001010199    -0.004355499     0.000362293
    21  C          -0.334313223    -0.128330511    -4.074180761         0.000095470    -0.002758412     0.000507290
    22  C           1.051725897    -0.475925650    -4.039138960         0.000397686    -0.001425504     0.000485336
    23  C          -2.882775500    -2.782300566     0.310673862         0.002511599    -0.003921555     0.000917669
    24  C          -3.251832452    -1.801744004    -0.688479068         0.002731051    -0.004055766     0.000868462
    25  C          -2.747703133     0.192184164    -2.658445748        -0.000433118    -0.004761773     0.000121166
    26  C          -0.762676330     1.191723509    -3.744904283        -0.000976006    -0.003217668     0.000650530
    27  C           2.023767030     0.495729567    -3.680510004        -0.000257543    -0.000598340     0.000132333
    28  C          -2.752622551    -2.274591805     1.641492941         0.002233546    -0.003154662     0.000383781
    29  C          -3.608192867    -0.442384691    -0.395369024        -0.005569220    -0.005585740    -0.000962141
    30  C          -1.617408638    -2.651105641     2.451847614         0.002266826    -0.002441121     0.000533496
    31  C           0.738285728    -3.238635539     2.505886270         0.002681907    -0.000034551     0.000068256
    32  C          -3.093302986    -0.919969520     1.958856248         0.001239494    -0.003463271    -0.000149712
    33  C          -1.362523155    -1.563139524     3.367073161         0.001063623    -0.001884796     0.000268655
    34  C           0.986801976    -2.157840969     3.438088258         0.001655618     0.000264682    -0.000102541
    35  C           2.888457339    -2.431859633     2.126950712         0.002146568     0.001454263     0.000248798
    36  C          -3.415537271     0.519941937    -1.419959372        -0.000079451    -0.005004445     0.000566236
    37  C          -2.012687482     1.338010137    -3.080628084        -0.001632459    -0.003984764    -0.000395517
    38  C          -3.787269034     0.015601415     1.028355501         0.000056625    -0.004198118    -0.000448790
    39  C          -3.180816238     1.921432372    -1.151950537        -0.000674475    -0.004996862     0.000559371
    40  SC         -1.048630557     1.501212100    -0.029591764        -0.000807953    -0.001098881     0.004965767
    41  C          -2.241123974     2.405099785    -2.119639552        -0.000909524    -0.004900569     0.000657217
    42  C           0.222897335     2.182890767    -3.492226592        -0.001720753    -0.002566294     0.000976364
    43  C          -3.156493840     2.399244104     0.192213473        -0.002201785    -0.003474232    -0.000187535
    44  C          -1.204039567     3.347816774    -1.765510386        -0.002142160    -0.003695866     0.000157598
    45  C          -2.277790862    -0.505898378     3.066350253        -0.000272585    -0.002691638     0.000665482
    46  C          -0.049995456    -1.277599346     3.840107201         0.000924855    -0.000548385    -0.000294354
    47  C          -1.905183352     0.854779624     3.255985598        -0.001385058    -0.002142744     0.000341107
    48  C          -3.270402530     1.407960985     1.221552911        -0.001187567    -0.003505714    -0.000591436
    49  C          -6.833392346    -0.957248319    -1.160903124         0.007024461     0.017904363    -0.005518933
    50  C          -6.869469677     0.323766014    -0.700379168         0.009965459     0.016843439    -0.001720023
    51  H          -7.259567794    -1.210887727    -2.131207948         0.017293660     0.023795357    -0.011749153
    52  H          -6.378696804    -1.772382528    -0.597203733        -0.011744937     0.012076660     0.001256998
    53  C          -6.310858126     0.780979419     0.520400417        -0.007672733     0.006359307     0.010396332
    54  H          -7.349652302     1.081910000    -1.325528975         0.030191083     0.023991582    -0.009021496
    55  C          -2.153075243     3.383788040     0.587474972        -0.003787747    -0.001751541    -0.000179683
    56  C           2.308080514    -1.665501676     3.207094058         0.001417770     0.001053499     0.000230443
    57  C           3.741642053    -1.833392386     1.157637663         0.002194180     0.001749390     0.000291267
    58  C           2.603534303    -0.287025261     3.368603425         0.000162966     0.001314891    -0.000153361
    59  C           0.278005704     0.082671707     4.114981521        -0.000354394    -0.000355257    -0.000126487
    60  C           0.002603532     3.241112303    -2.524910734        -0.002457242    -0.001425110    -0.000502439
    61  C           1.607636854     1.837040386    -3.464502755        -0.001391507    -0.000998670     0.000222708
    62  C          -1.146997441     3.846555896    -0.369045743        -0.003417412    -0.002346304    -0.000418336
    63  C           1.270012459     3.554273334    -1.946079437        -0.002702808    -0.000428945    -0.000541021
    64  C           2.261040092     2.674962279    -2.483239903        -0.001976697     0.000154801    -0.000403184
    65  C           3.152399070     0.036067129    -2.942421778         0.001369087     0.000449284    -0.001451570
    66  C           1.343783697     3.972258777    -0.616519609        -0.003258648    -0.000400881    -0.000520807
    67  C           3.301414442     2.175763709    -1.653819964        -0.001490114     0.001059025    -0.000551914
    68  C          -2.419214971     1.789842008     2.300925596        -0.001932451    -0.002660684    -0.000184548
    69  C          -1.708165150     2.975952762     1.915182601        -0.003678021    -0.001256541     0.000231295
    70  C           0.155746780     4.105499326     0.170380705        -0.003499791    -0.001910902    -0.000583032
    71  C          -0.385594217     3.198721905     2.430499200        -0.003197141    -0.001470883    -0.000566654
    72  C           0.533121105     3.826014334     1.553575070        -0.003484094    -0.001022565    -0.000548931
    73  C           2.418187011     3.545808803     0.225960889        -0.002922346     0.000616052    -0.000502239
    74  C          -0.647127660     1.142105028     3.826103615        -0.001408359    -0.001167515     0.000120402
    75  C          -5.574617873    -0.011549693     1.434578405        -0.006747330     0.001228987     0.005983427
    76  H          -5.766873324    -1.090182652     1.415862741        -0.013472834     0.002449599     0.003293567
    77  H          -5.526285541     0.381634435     2.456945020         0.001055952    -0.001687468     0.006674266
    78  C           3.821805733     0.869480376    -1.972390673        -0.000564035     0.001355990    -0.000754055
    79  C           3.385994815     2.625888247    -0.262043521        -0.001927101     0.001482610    -0.000507806
    80  SC          2.296651321     0.076477923    -0.108114360        -0.001564540     0.002876440    -0.001143391
    81  C           4.441174208     0.004699177    -0.997531490        -0.001006553     0.001995722    -0.000184881
    82  C           4.007639420    -1.341687703    -1.273332185        -0.000027237     0.001750982     0.000080894
    83  C           4.528688817     0.444544986     0.356817603        -0.000869617     0.002454165    -0.000469925
    84  C           1.915808240     3.480974238     1.581266351        -0.002981493     0.000853281    -0.000378455
    85  C           3.987668950     1.735127437     0.702270703        -0.000236316     0.002800957    -0.000295317
    86  C           2.387852593     2.491170621     2.487485219        -0.002269879     0.001259045    -0.000466110
    87  C           3.442250027     1.643586179     2.036984875        -0.002173380     0.001597123    -0.001237793
    88  C           4.168622681    -0.477187628     1.410275504         0.002100615     0.001910227     0.000408039
    89  C           0.104128025     2.299404013     3.418790740        -0.002359647    -0.000586428    -0.000114852
    90  C           3.551550885     0.285727942     2.470233273        -0.000904963     0.001769912    -0.001173875
    91  C           1.490234225     1.943832343     3.441728668        -0.002028847     0.000499875    -0.000543520
    92  C           1.595977125     0.577125641     3.875717844        -0.000762623     0.000572120    -0.000493354
    93  H          -6.368040460     1.855488076     0.715222053        -0.016808033     0.003822985     0.022269016
    94  N           0.277997613    -0.002442439     0.013715187        -0.003152036    -0.003768902    -0.028710086






Output text



<comment class="example.output" name="quild.iteration.coord">
       <module cmlx:lineCount="99" cmlx:templateRef="quild.iteration.coord">
        <scalar dataType="xsd:integer" dictRef="a:quildIteration">1</scalar>
        <molecule id="quild">
         <atomArray>
          <atom id="a1" elementType="C" x3="0.706591105" y3="-3.802679097" z3="-1.608644212">
           <scalar dataType="xsd:integer" dictRef="c:serial">1</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a2" elementType="C" x3="-0.3976886" y3="-3.284155488" z3="-2.331243034">
           <scalar dataType="xsd:integer" dictRef="c:serial">2</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a3" elementType="C" x3="0.577149202" y3="-4.109028971" z3="-0.191056243">
           <scalar dataType="xsd:integer" dictRef="c:serial">3</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a4" elementType="C" x3="2.022733947" y3="-3.303377329" z3="-1.84065678">
           <scalar dataType="xsd:integer" dictRef="c:serial">4</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a5" elementType="C" x3="-0.159039063" y3="-2.342679492" z3="-3.372564243">
           <scalar dataType="xsd:integer" dictRef="c:serial">5</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a6" elementType="C" x3="-1.645568264" y3="-3.198606267" z3="-1.625456336">
           <scalar dataType="xsd:integer" dictRef="c:serial">6</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a7" elementType="C" x3="-0.647653368" y3="-3.963856083" z3="0.539287983">
           <scalar dataType="xsd:integer" dictRef="c:serial">7</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a8" elementType="C" x3="1.847424618" y3="-3.839318529" z3="0.410850464">
           <scalar dataType="xsd:integer" dictRef="c:serial">8</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a9" elementType="C" x3="2.246462173" y3="-2.279165651" z3="-2.801635493">
           <scalar dataType="xsd:integer" dictRef="c:serial">9</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a10" elementType="C" x3="2.729730989" y3="-3.303799576" z3="-0.578310086">
           <scalar dataType="xsd:integer" dictRef="c:serial">10</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a11" elementType="C" x3="-1.080787734" y3="-1.278337489" z3="-3.656382772">
           <scalar dataType="xsd:integer" dictRef="c:serial">11</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a12" elementType="C" x3="1.161806731" y3="-1.841714265" z3="-3.606520814">
           <scalar dataType="xsd:integer" dictRef="c:serial">12</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a13" elementType="C" x3="-1.837528049" y3="-3.633303178" z3="-0.242594267">
           <scalar dataType="xsd:integer" dictRef="c:serial">13</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a14" elementType="C" x3="-2.533982316" y3="-2.109544468" z3="-1.899950978">
           <scalar dataType="xsd:integer" dictRef="c:serial">14</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a15" elementType="Sc" x3="-0.945178864" y3="-1.588219494" z3="0.239599379">
           <scalar dataType="xsd:integer" dictRef="c:serial">15</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">21</scalar>
          </atom>
          <atom id="a16" elementType="C" x3="-0.549868358" y3="-3.468923509" z3="1.933296574">
           <scalar dataType="xsd:integer" dictRef="c:serial">16</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a17" elementType="C" x3="1.928836271" y3="-3.418684715" z3="1.738715598">
           <scalar dataType="xsd:integer" dictRef="c:serial">17</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a18" elementType="C" x3="3.262572284" y3="-1.321496355" z3="-2.512107643">
           <scalar dataType="xsd:integer" dictRef="c:serial">18</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a19" elementType="C" x3="3.658546869" y3="-2.282539239" z3="-0.235808302">
           <scalar dataType="xsd:integer" dictRef="c:serial">19</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a20" elementType="C" x3="-2.262252855" y3="-1.122786595" z3="-2.894234294">
           <scalar dataType="xsd:integer" dictRef="c:serial">20</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a21" elementType="C" x3="-0.334313223" y3="-0.128330511" z3="-4.074180761">
           <scalar dataType="xsd:integer" dictRef="c:serial">21</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a22" elementType="C" x3="1.051725897" y3="-0.47592565" z3="-4.03913896">
           <scalar dataType="xsd:integer" dictRef="c:serial">22</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a23" elementType="C" x3="-2.8827755" y3="-2.782300566" z3="0.310673862">
           <scalar dataType="xsd:integer" dictRef="c:serial">23</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a24" elementType="C" x3="-3.251832452" y3="-1.801744004" z3="-0.688479068">
           <scalar dataType="xsd:integer" dictRef="c:serial">24</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a25" elementType="C" x3="-2.747703133" y3="0.192184164" z3="-2.658445748">
           <scalar dataType="xsd:integer" dictRef="c:serial">25</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a26" elementType="C" x3="-0.76267633" y3="1.191723509" z3="-3.744904283">
           <scalar dataType="xsd:integer" dictRef="c:serial">26</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a27" elementType="C" x3="2.02376703" y3="0.495729567" z3="-3.680510004">
           <scalar dataType="xsd:integer" dictRef="c:serial">27</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a28" elementType="C" x3="-2.752622551" y3="-2.274591805" z3="1.641492941">
           <scalar dataType="xsd:integer" dictRef="c:serial">28</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a29" elementType="C" x3="-3.608192867" y3="-0.442384691" z3="-0.395369024">
           <scalar dataType="xsd:integer" dictRef="c:serial">29</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a30" elementType="C" x3="-1.617408638" y3="-2.651105641" z3="2.451847614">
           <scalar dataType="xsd:integer" dictRef="c:serial">30</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a31" elementType="C" x3="0.738285728" y3="-3.238635539" z3="2.50588627">
           <scalar dataType="xsd:integer" dictRef="c:serial">31</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a32" elementType="C" x3="-3.093302986" y3="-0.91996952" z3="1.958856248">
           <scalar dataType="xsd:integer" dictRef="c:serial">32</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a33" elementType="C" x3="-1.362523155" y3="-1.563139524" z3="3.367073161">
           <scalar dataType="xsd:integer" dictRef="c:serial">33</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a34" elementType="C" x3="0.986801976" y3="-2.157840969" z3="3.438088258">
           <scalar dataType="xsd:integer" dictRef="c:serial">34</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a35" elementType="C" x3="2.888457339" y3="-2.431859633" z3="2.126950712">
           <scalar dataType="xsd:integer" dictRef="c:serial">35</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a36" elementType="C" x3="-3.415537271" y3="0.519941937" z3="-1.419959372">
           <scalar dataType="xsd:integer" dictRef="c:serial">36</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a37" elementType="C" x3="-2.012687482" y3="1.338010137" z3="-3.080628084">
           <scalar dataType="xsd:integer" dictRef="c:serial">37</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a38" elementType="C" x3="-3.787269034" y3="0.015601415" z3="1.028355501">
           <scalar dataType="xsd:integer" dictRef="c:serial">38</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a39" elementType="C" x3="-3.180816238" y3="1.921432372" z3="-1.151950537">
           <scalar dataType="xsd:integer" dictRef="c:serial">39</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a40" elementType="Sc" x3="-1.048630557" y3="1.5012121" z3="-0.029591764">
           <scalar dataType="xsd:integer" dictRef="c:serial">40</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">21</scalar>
          </atom>
          <atom id="a41" elementType="C" x3="-2.241123974" y3="2.405099785" z3="-2.119639552">
           <scalar dataType="xsd:integer" dictRef="c:serial">41</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a42" elementType="C" x3="0.222897335" y3="2.182890767" z3="-3.492226592">
           <scalar dataType="xsd:integer" dictRef="c:serial">42</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a43" elementType="C" x3="-3.15649384" y3="2.399244104" z3="0.192213473">
           <scalar dataType="xsd:integer" dictRef="c:serial">43</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a44" elementType="C" x3="-1.204039567" y3="3.347816774" z3="-1.765510386">
           <scalar dataType="xsd:integer" dictRef="c:serial">44</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a45" elementType="C" x3="-2.277790862" y3="-0.505898378" z3="3.066350253">
           <scalar dataType="xsd:integer" dictRef="c:serial">45</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a46" elementType="C" x3="-0.049995456" y3="-1.277599346" z3="3.840107201">
           <scalar dataType="xsd:integer" dictRef="c:serial">46</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a47" elementType="C" x3="-1.905183352" y3="0.854779624" z3="3.255985598">
           <scalar dataType="xsd:integer" dictRef="c:serial">47</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a48" elementType="C" x3="-3.27040253" y3="1.407960985" z3="1.221552911">
           <scalar dataType="xsd:integer" dictRef="c:serial">48</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a49" elementType="C" x3="-6.833392346" y3="-0.957248319" z3="-1.160903124">
           <scalar dataType="xsd:integer" dictRef="c:serial">49</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a50" elementType="C" x3="-6.869469677" y3="0.323766014" z3="-0.700379168">
           <scalar dataType="xsd:integer" dictRef="c:serial">50</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a51" elementType="H" x3="-7.259567794" y3="-1.210887727" z3="-2.131207948">
           <scalar dataType="xsd:integer" dictRef="c:serial">51</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a52" elementType="H" x3="-6.378696804" y3="-1.772382528" z3="-0.597203733">
           <scalar dataType="xsd:integer" dictRef="c:serial">52</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a53" elementType="C" x3="-6.310858126" y3="0.780979419" z3="0.520400417">
           <scalar dataType="xsd:integer" dictRef="c:serial">53</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a54" elementType="H" x3="-7.349652302" y3="1.08191" z3="-1.325528975">
           <scalar dataType="xsd:integer" dictRef="c:serial">54</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a55" elementType="C" x3="-2.153075243" y3="3.38378804" z3="0.587474972">
           <scalar dataType="xsd:integer" dictRef="c:serial">55</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a56" elementType="C" x3="2.308080514" y3="-1.665501676" z3="3.207094058">
           <scalar dataType="xsd:integer" dictRef="c:serial">56</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a57" elementType="C" x3="3.741642053" y3="-1.833392386" z3="1.157637663">
           <scalar dataType="xsd:integer" dictRef="c:serial">57</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a58" elementType="C" x3="2.603534303" y3="-0.287025261" z3="3.368603425">
           <scalar dataType="xsd:integer" dictRef="c:serial">58</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a59" elementType="C" x3="0.278005704" y3="0.082671707" z3="4.114981521">
           <scalar dataType="xsd:integer" dictRef="c:serial">59</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a60" elementType="C" x3="0.002603532" y3="3.241112303" z3="-2.524910734">
           <scalar dataType="xsd:integer" dictRef="c:serial">60</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a61" elementType="C" x3="1.607636854" y3="1.837040386" z3="-3.464502755">
           <scalar dataType="xsd:integer" dictRef="c:serial">61</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a62" elementType="C" x3="-1.146997441" y3="3.846555896" z3="-0.369045743">
           <scalar dataType="xsd:integer" dictRef="c:serial">62</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a63" elementType="C" x3="1.270012459" y3="3.554273334" z3="-1.946079437">
           <scalar dataType="xsd:integer" dictRef="c:serial">63</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a64" elementType="C" x3="2.261040092" y3="2.674962279" z3="-2.483239903">
           <scalar dataType="xsd:integer" dictRef="c:serial">64</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a65" elementType="C" x3="3.15239907" y3="0.036067129" z3="-2.942421778">
           <scalar dataType="xsd:integer" dictRef="c:serial">65</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a66" elementType="C" x3="1.343783697" y3="3.972258777" z3="-0.616519609">
           <scalar dataType="xsd:integer" dictRef="c:serial">66</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a67" elementType="C" x3="3.301414442" y3="2.175763709" z3="-1.653819964">
           <scalar dataType="xsd:integer" dictRef="c:serial">67</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a68" elementType="C" x3="-2.419214971" y3="1.789842008" z3="2.300925596">
           <scalar dataType="xsd:integer" dictRef="c:serial">68</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a69" elementType="C" x3="-1.70816515" y3="2.975952762" z3="1.915182601">
           <scalar dataType="xsd:integer" dictRef="c:serial">69</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a70" elementType="C" x3="0.15574678" y3="4.105499326" z3="0.170380705">
           <scalar dataType="xsd:integer" dictRef="c:serial">70</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a71" elementType="C" x3="-0.385594217" y3="3.198721905" z3="2.4304992">
           <scalar dataType="xsd:integer" dictRef="c:serial">71</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a72" elementType="C" x3="0.533121105" y3="3.826014334" z3="1.55357507">
           <scalar dataType="xsd:integer" dictRef="c:serial">72</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a73" elementType="C" x3="2.418187011" y3="3.545808803" z3="0.225960889">
           <scalar dataType="xsd:integer" dictRef="c:serial">73</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a74" elementType="C" x3="-0.64712766" y3="1.142105028" z3="3.826103615">
           <scalar dataType="xsd:integer" dictRef="c:serial">74</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a75" elementType="C" x3="-5.574617873" y3="-0.011549693" z3="1.434578405">
           <scalar dataType="xsd:integer" dictRef="c:serial">75</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a76" elementType="H" x3="-5.766873324" y3="-1.090182652" z3="1.415862741">
           <scalar dataType="xsd:integer" dictRef="c:serial">76</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a77" elementType="H" x3="-5.526285541" y3="0.381634435" z3="2.45694502">
           <scalar dataType="xsd:integer" dictRef="c:serial">77</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a78" elementType="C" x3="3.821805733" y3="0.869480376" z3="-1.972390673">
           <scalar dataType="xsd:integer" dictRef="c:serial">78</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a79" elementType="C" x3="3.385994815" y3="2.625888247" z3="-0.262043521">
           <scalar dataType="xsd:integer" dictRef="c:serial">79</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a80" elementType="Sc" x3="2.296651321" y3="0.076477923" z3="-0.10811436">
           <scalar dataType="xsd:integer" dictRef="c:serial">80</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">21</scalar>
          </atom>
          <atom id="a81" elementType="C" x3="4.441174208" y3="0.004699177" z3="-0.99753149">
           <scalar dataType="xsd:integer" dictRef="c:serial">81</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a82" elementType="C" x3="4.00763942" y3="-1.341687703" z3="-1.273332185">
           <scalar dataType="xsd:integer" dictRef="c:serial">82</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a83" elementType="C" x3="4.528688817" y3="0.444544986" z3="0.356817603">
           <scalar dataType="xsd:integer" dictRef="c:serial">83</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a84" elementType="C" x3="1.91580824" y3="3.480974238" z3="1.581266351">
           <scalar dataType="xsd:integer" dictRef="c:serial">84</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a85" elementType="C" x3="3.98766895" y3="1.735127437" z3="0.702270703">
           <scalar dataType="xsd:integer" dictRef="c:serial">85</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a86" elementType="C" x3="2.387852593" y3="2.491170621" z3="2.487485219">
           <scalar dataType="xsd:integer" dictRef="c:serial">86</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a87" elementType="C" x3="3.442250027" y3="1.643586179" z3="2.036984875">
           <scalar dataType="xsd:integer" dictRef="c:serial">87</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a88" elementType="C" x3="4.168622681" y3="-0.477187628" z3="1.410275504">
           <scalar dataType="xsd:integer" dictRef="c:serial">88</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a89" elementType="C" x3="0.104128025" y3="2.299404013" z3="3.41879074">
           <scalar dataType="xsd:integer" dictRef="c:serial">89</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a90" elementType="C" x3="3.551550885" y3="0.285727942" z3="2.470233273">
           <scalar dataType="xsd:integer" dictRef="c:serial">90</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a91" elementType="C" x3="1.490234225" y3="1.943832343" z3="3.441728668">
           <scalar dataType="xsd:integer" dictRef="c:serial">91</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a92" elementType="C" x3="1.595977125" y3="0.577125641" z3="3.875717844">
           <scalar dataType="xsd:integer" dictRef="c:serial">92</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a93" elementType="H" x3="-6.36804046" y3="1.855488076" z3="0.715222053">
           <scalar dataType="xsd:integer" dictRef="c:serial">93</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a94" elementType="N" x3="0.277997613" y3="-0.002442439" z3="0.013715187">
           <scalar dataType="xsd:integer" dictRef="c:serial">94</scalar>
           <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
          </atom>
         </atomArray>
         <formula formalCharge="0" concise="C 84 H 6 N 1 Sc 3">
          <atomArray elementType="C H N Sc" count="84.0 6.0 1.0 3.0" />
         </formula>
         <bondArray>
          <bond atomRefs2="a1 a2" id="a1_a2" order="D" />
          <bond atomRefs2="a1 a3" id="a1_a3" order="S" />
          <bond atomRefs2="a1 a4" id="a1_a4" order="S" />
          <bond atomRefs2="a2 a5" id="a2_a5" order="S" />
          <bond atomRefs2="a2 a6" id="a2_a6" order="S" />
          <bond atomRefs2="a3 a7" id="a3_a7" order="S" />
          <bond atomRefs2="a3 a8" id="a3_a8" order="D" />
          <bond atomRefs2="a4 a9" id="a4_a9" order="S" />
          <bond atomRefs2="a4 a10" id="a4_a10" order="D" />
          <bond atomRefs2="a5 a11" id="a5_a11" order="D" />
          <bond atomRefs2="a5 a12" id="a5_a12" order="S" />
          <bond atomRefs2="a6 a13" id="a6_a13" order="S" />
          <bond atomRefs2="a6 a14" id="a6_a14" order="S" />
          <bond atomRefs2="a6 a15" id="a6_a15" order="S" />
          <bond atomRefs2="a7 a13" id="a7_a13" order="S" />
          <bond atomRefs2="a7 a15" id="a7_a15" order="S" />
          <bond atomRefs2="a7 a16" id="a7_a16" order="S" />
          <bond atomRefs2="a8 a10" id="a8_a10" order="S" />
          <bond atomRefs2="a8 a17" id="a8_a17" order="S" />
          <bond atomRefs2="a9 a12" id="a9_a12" order="D" />
          <bond atomRefs2="a9 a18" id="a9_a18" order="S" />
          <bond atomRefs2="a10 a19" id="a10_a19" order="S" />
          <bond atomRefs2="a11 a20" id="a11_a20" order="S" />
          <bond atomRefs2="a11 a21" id="a11_a21" order="S" />
          <bond atomRefs2="a12 a22" id="a12_a22" order="S" />
          <bond atomRefs2="a13 a15" id="a13_a15" order="S" />
          <bond atomRefs2="a13 a23" id="a13_a23" order="S" />
          <bond atomRefs2="a14 a20" id="a14_a20" order="D" />
          <bond atomRefs2="a14 a24" id="a14_a24" order="S" />
          <bond atomRefs2="a15 a16" id="a15_a16" order="S" />
          <bond atomRefs2="a15 a23" id="a15_a23" order="S" />
          <bond atomRefs2="a15 a24" id="a15_a24" order="S" />
          <bond atomRefs2="a15 a28" id="a15_a28" order="S" />
          <bond atomRefs2="a15 a30" id="a15_a30" order="S" />
          <bond atomRefs2="a15 a40" id="a15_a40" order="S" />
          <bond atomRefs2="a15 a94" id="a15_a94" order="S" />
          <bond atomRefs2="a16 a30" id="a16_a30" order="S" />
          <bond atomRefs2="a16 a31" id="a16_a31" order="S" />
          <bond atomRefs2="a17 a31" id="a17_a31" order="S" />
          <bond atomRefs2="a17 a35" id="a17_a35" order="D" />
          <bond atomRefs2="a18 a65" id="a18_a65" order="D" />
          <bond atomRefs2="a18 a82" id="a18_a82" order="S" />
          <bond atomRefs2="a19 a57" id="a19_a57" order="D" />
          <bond atomRefs2="a19 a82" id="a19_a82" order="S" />
          <bond atomRefs2="a20 a25" id="a20_a25" order="S" />
          <bond atomRefs2="a21 a22" id="a21_a22" order="D" />
          <bond atomRefs2="a21 a26" id="a21_a26" order="S" />
          <bond atomRefs2="a22 a27" id="a22_a27" order="S" />
          <bond atomRefs2="a23 a24" id="a23_a24" order="S" />
          <bond atomRefs2="a23 a28" id="a23_a28" order="S" />
          <bond atomRefs2="a24 a29" id="a24_a29" order="S" />
          <bond atomRefs2="a25 a36" id="a25_a36" order="D" />
          <bond atomRefs2="a25 a37" id="a25_a37" order="S" />
          <bond atomRefs2="a26 a37" id="a26_a37" order="D" />
          <bond atomRefs2="a26 a42" id="a26_a42" order="S" />
          <bond atomRefs2="a27 a61" id="a27_a61" order="D" />
          <bond atomRefs2="a27 a65" id="a27_a65" order="S" />
          <bond atomRefs2="a28 a30" id="a28_a30" order="S" />
          <bond atomRefs2="a28 a32" id="a28_a32" order="S" />
          <bond atomRefs2="a29 a36" id="a29_a36" order="S" />
          <bond atomRefs2="a29 a38" id="a29_a38" order="D" />
          <bond atomRefs2="a30 a33" id="a30_a33" order="S" />
          <bond atomRefs2="a31 a34" id="a31_a34" order="D" />
          <bond atomRefs2="a32 a38" id="a32_a38" order="S" />
          <bond atomRefs2="a32 a45" id="a32_a45" order="D" />
          <bond atomRefs2="a33 a45" id="a33_a45" order="S" />
          <bond atomRefs2="a33 a46" id="a33_a46" order="D" />
          <bond atomRefs2="a34 a46" id="a34_a46" order="S" />
          <bond atomRefs2="a34 a56" id="a34_a56" order="S" />
          <bond atomRefs2="a35 a56" id="a35_a56" order="S" />
          <bond atomRefs2="a35 a57" id="a35_a57" order="S" />
          <bond atomRefs2="a36 a39" id="a36_a39" order="S" />
          <bond atomRefs2="a37 a41" id="a37_a41" order="S" />
          <bond atomRefs2="a38 a48" id="a38_a48" order="S" />
          <bond atomRefs2="a39 a40" id="a39_a40" order="S" />
          <bond atomRefs2="a39 a41" id="a39_a41" order="S" />
          <bond atomRefs2="a39 a43" id="a39_a43" order="S" />
          <bond atomRefs2="a40 a41" id="a40_a41" order="S" />
          <bond atomRefs2="a40 a43" id="a40_a43" order="S" />
          <bond atomRefs2="a40 a44" id="a40_a44" order="S" />
          <bond atomRefs2="a40 a48" id="a40_a48" order="S" />
          <bond atomRefs2="a40 a55" id="a40_a55" order="S" />
          <bond atomRefs2="a40 a62" id="a40_a62" order="S" />
          <bond atomRefs2="a40 a69" id="a40_a69" order="S" />
          <bond atomRefs2="a40 a94" id="a40_a94" order="S" />
          <bond atomRefs2="a41 a44" id="a41_a44" order="S" />
          <bond atomRefs2="a42 a60" id="a42_a60" order="D" />
          <bond atomRefs2="a42 a61" id="a42_a61" order="S" />
          <bond atomRefs2="a43 a48" id="a43_a48" order="S" />
          <bond atomRefs2="a43 a55" id="a43_a55" order="S" />
          <bond atomRefs2="a44 a60" id="a44_a60" order="S" />
          <bond atomRefs2="a44 a62" id="a44_a62" order="S" />
          <bond atomRefs2="a45 a47" id="a45_a47" order="S" />
          <bond atomRefs2="a46 a59" id="a46_a59" order="S" />
          <bond atomRefs2="a47 a68" id="a47_a68" order="D" />
          <bond atomRefs2="a47 a74" id="a47_a74" order="S" />
          <bond atomRefs2="a48 a68" id="a48_a68" order="S" />
          <bond atomRefs2="a49 a50" id="a49_a50" order="D" />
          <bond atomRefs2="a49 a51" id="a49_a51" order="S" />
          <bond atomRefs2="a49 a52" id="a49_a52" order="S" />
          <bond atomRefs2="a50 a53" id="a50_a53" order="S" />
          <bond atomRefs2="a50 a54" id="a50_a54" order="S" />
          <bond atomRefs2="a53 a75" id="a53_a75" order="D" />
          <bond atomRefs2="a53 a93" id="a53_a93" order="S" />
          <bond atomRefs2="a55 a62" id="a55_a62" order="S" />
          <bond atomRefs2="a55 a69" id="a55_a69" order="S" />
          <bond atomRefs2="a56 a58" id="a56_a58" order="D" />
          <bond atomRefs2="a57 a88" id="a57_a88" order="S" />
          <bond atomRefs2="a58 a90" id="a58_a90" order="S" />
          <bond atomRefs2="a58 a92" id="a58_a92" order="S" />
          <bond atomRefs2="a59 a74" id="a59_a74" order="D" />
          <bond atomRefs2="a59 a92" id="a59_a92" order="S" />
          <bond atomRefs2="a60 a63" id="a60_a63" order="S" />
          <bond atomRefs2="a61 a64" id="a61_a64" order="S" />
          <bond atomRefs2="a62 a70" id="a62_a70" order="S" />
          <bond atomRefs2="a63 a64" id="a63_a64" order="S" />
          <bond atomRefs2="a63 a66" id="a63_a66" order="D" />
          <bond atomRefs2="a64 a67" id="a64_a67" order="D" />
          <bond atomRefs2="a65 a78" id="a65_a78" order="S" />
          <bond atomRefs2="a66 a70" id="a66_a70" order="S" />
          <bond atomRefs2="a66 a73" id="a66_a73" order="S" />
          <bond atomRefs2="a67 a78" id="a67_a78" order="S" />
          <bond atomRefs2="a67 a79" id="a67_a79" order="S" />
          <bond atomRefs2="a68 a69" id="a68_a69" order="S" />
          <bond atomRefs2="a69 a71" id="a69_a71" order="S" />
          <bond atomRefs2="a70 a72" id="a70_a72" order="D" />
          <bond atomRefs2="a71 a72" id="a71_a72" order="S" />
          <bond atomRefs2="a71 a89" id="a71_a89" order="D" />
          <bond atomRefs2="a72 a84" id="a72_a84" order="S" />
          <bond atomRefs2="a73 a79" id="a73_a79" order="D" />
          <bond atomRefs2="a73 a84" id="a73_a84" order="S" />
          <bond atomRefs2="a74 a89" id="a74_a89" order="S" />
          <bond atomRefs2="a75 a76" id="a75_a76" order="S" />
          <bond atomRefs2="a75 a77" id="a75_a77" order="S" />
          <bond atomRefs2="a78 a80" id="a78_a80" order="S" />
          <bond atomRefs2="a78 a81" id="a78_a81" order="S" />
          <bond atomRefs2="a79 a85" id="a79_a85" order="S" />
          <bond atomRefs2="a80 a81" id="a80_a81" order="S" />
          <bond atomRefs2="a80 a82" id="a80_a82" order="S" />
          <bond atomRefs2="a80 a83" id="a80_a83" order="S" />
          <bond atomRefs2="a80 a85" id="a80_a85" order="S" />
          <bond atomRefs2="a80 a88" id="a80_a88" order="S" />
          <bond atomRefs2="a80 a94" id="a80_a94" order="S" />
          <bond atomRefs2="a81 a82" id="a81_a82" order="S" />
          <bond atomRefs2="a81 a83" id="a81_a83" order="S" />
          <bond atomRefs2="a83 a85" id="a83_a85" order="S" />
          <bond atomRefs2="a83 a88" id="a83_a88" order="S" />
          <bond atomRefs2="a84 a86" id="a84_a86" order="D" />
          <bond atomRefs2="a85 a87" id="a85_a87" order="S" />
          <bond atomRefs2="a86 a87" id="a86_a87" order="S" />
          <bond atomRefs2="a86 a91" id="a86_a91" order="S" />
          <bond atomRefs2="a87 a90" id="a87_a90" order="D" />
          <bond atomRefs2="a88 a90" id="a88_a90" order="S" />
          <bond atomRefs2="a89 a91" id="a89_a91" order="S" />
          <bond atomRefs2="a91 a92" id="a91_a92" order="D" />
         </bondArray>
         <property dictRef="cml:molmass">
          <scalar dataType="xsd:double" units="unit:dalton">1163.8208699999998</scalar>
         </property>
        </molecule>
       </module>
    </comment>






Template definition



<record repeat="1" />
<record>\s*New\scoordinates\s\(angs\)\sand\ssteps\safter\sIter\_QUILD\:{I,a:quildIteration}</record>
<record repeat="2" />
<record id="atom" makeArray="true" repeat="*">{I,c:serial}{A,cc:elementType}{F,cc:x3}{F,cc:y3}{F,cc:z3}.*</record>
<transform process="pullup" repeat="1" xpath=".//cml:scalar[@dictRef='a:quildIteration']" />
<transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="quild" />
<transform process="pullup" repeat="1" xpath=".//cml:molecule" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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process.info


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	process.info



	name

	Parallel Execution: Process Information



	pattern

	\s*Parallel\sExecution:\sProcess\sInformation.*



	endPattern

	\s*\(INPUT\sFILE\)\s*



	endPattern2

	\s*\*{20,}+\s+



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	process.info.xml







Input



 Parallel Execution: Process Information
 =======================================

 Actual Number of Tasks running:    4
 The Master (kid 0) runs on host maginet-ii190

  Kid Node                   Speed          Task ID   Status
------------------------------------------------------------------
    0 maginet-ii190             -1                0
    1 maginet-ii190             -1                1
    2 maginet-ii190             -1                2
    3 maginet-ii190             -1                3

 Communication Options:
 ----------------------
 Broadcast:            4
 Gather   :            4
 Combine  :            4






Input



Parallel Execution: Process Information
==============================================================================
Rank   Node Name                              NodeID   MyNodeRank  NodeMaster
   0   maginet-ii205                             0          0          0
   1   maginet-ii205                             0          1         -1
   2   maginet-ii205                             0          2         -1
   3   maginet-ii205                             0          3         -1
   4   maginet-ii205                             0          4         -1
   5   maginet-ii205                             0          5         -1
   6   maginet-ii205                             0          6         -1
   7   maginet-ii205                             0          7         -1
   8   maginet-ii210                             1          0          1
   9   maginet-ii210                             1          1         -1
  10   maginet-ii210                             1          2         -1
  11   maginet-ii210                             1          3         -1
  12   maginet-ii210                             1          4         -1
  13   maginet-ii210                             1          5         -1
  14   maginet-ii210                             1          6         -1
  15   maginet-ii210                             1          7         -1
==============================================================================






Output text



<comment class="example.output" id="process.info">
    <module cmlx:lineCount="63" cmlx:templateRef="process.info">
          <array dataType="xsd:string" size="4" dictRef="cc:nodeName">maginet-ii190 maginet-ii190 maginet-ii190 maginet-ii190</array>
      </module>
    </comment>






Output text



<comment class="example.output" id="process.info2">
    <module cmlx:lineCount="63" cmlx:templateRef="process.info">
      <array dataType="xsd:string" size="16" dictRef="cc:nodeName">maginet-ii205 maginet-ii205 maginet-ii205 maginet-ii205 maginet-ii205 maginet-ii205 maginet-ii205 maginet-ii205 maginet-ii210 maginet-ii210 maginet-ii210 maginet-ii210 maginet-ii210 maginet-ii210 maginet-ii210 maginet-ii210</array>
    </module>
  </comment>






Template definition



<templateList>  <template pattern="\s*Kid\sNode.*" endPattern="\s*" offset="2" endOffset="0">    <record repeat="*">\s+\S+\s+{A,cc:nodeName}\s+.*</record>
        </template>  <template pattern="\s*={10,}+\s*$\s*Rank.*" endPattern="\s*={10,}+\s*" endPattern2="~" offset="2" endOffset="0">    <record repeat="*">\s+\S+\s+{A,cc:nodeName}\s+.*</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:nodeName']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    input.file
    

    

   


  

    
      
          
            
  
input.file


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	ADF log



	id

	input.file



	name

	Input file dump



	pattern

	\s*\(INPUT\sFILE\)\s*



	endPattern

	\s*(End Input|end input|END INPUT|End input)\s*



	endPattern2

	\s*$\s*\*{40,}+\s*



	endPattern3

	~



	endOffset

	1



	repeat

	*



	xml:base

	input.file.xml







Input



(INPUT FILE)

create W /usr/local/adf2007.01/atomicdata/ZORA/TZP/W.4d
xc
lda vwn
gradients becke perdew
end
relativistic scalar zora
corepotentials t12rel <++
W 2
end
end input






Output text



<comment class="example.output" id="input.file">
      <module cmlx:lineCount="13" cmlx:templateRef="input.file">
        <scalar dataType="xsd:string" dictRef="cc:inputLine">(INPUT FILE)</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine" />
        <scalar dataType="xsd:string" dictRef="cc:inputLine">create W /usr/local/adf2007.01/atomicdata/ZORA/TZP/W.4d</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">xc</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">lda vwn</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">gradients becke perdew</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">end</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">relativistic scalar zora</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">corepotentials t12rel <++</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">W 2</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">end</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine">end input</scalar>
        <scalar dataType="xsd:string" dictRef="cc:inputLine" />
      </module>
    </comment>






Template definition



<record repeat="*">{X,cc:inputLine}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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AMS


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	RKF binary files

	nmr
	program.header

	nuclear.coordinates

	nucleus





	dirac
	program.header





	adf
	program.header

	model.parameters
	parameters

	fragment.files

	solvation





	adf.runtype

	adf.build

	adf.results
	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	sfo.population





	adf.frequencyanalysis












          

      

      

    

  

  
    

    RKF binary files
    

    

   


  

    
      
          
            
  
RKF binary files

From AMS2020 onwards, the data from the molecular DFT code ADF is captured directly from the binary result files, more specifically from the ams.rkf and adf.rkf files.

This change aims to improve the data capture process by accessing the raw data within the binary files rather than the parsed textual data in the output files, which change from version to version.

For this purpose, a helper tool called rkf2cml has been developed that helps to easily extract the information that can be retrieved. It has been released under the LGPLv3 licence and its source code is available in this GitLab
repository [https://gitlab.com/ioChem-BD/rkf2cml].


Important

Some fields are still captured from the textual output file, which is why the AMS format still contains data-capture templates, depicted in the following pages.

It is expected that the use of capture templates will be reduced to zero in the future.






          

      

      

    

  

  
    

    nmr
    

    

   


  

    
      
          
            
  
nmr



	program.header

	nuclear.coordinates

	nucleus





===


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	nmr



	name

	NMR module



	pattern

	\s+\*\s+\|\s+N\sM\sR\s+\|\s+\*.*



	endPattern

	\s*N\s+M\s+R\s+E\s+X\s+I\s+T\s*



	endPattern2

	~



	offset

	-10



	endOffset

	1



	repeat

	*



	xml:base

	nmr/nmr.xml







Comment



 *******************************************************************************
 *                                                                             *
 *  -------------------------------------                                      *
 *   Amsterdam Density Functional  (ADF)         2009.01   September 29th, 2009*
 *  -------------------------------------                                      *
 *                                               Build 200912192153            *
 *                                                                             *
 *                                                                             *
 *                              =================                              *
 *                              |               |                              *
 *                              |     N M R     |                              *
 *                              |               |                              *
 *                              =================                              *
 *                                                                             *
 *                                                                             *
 *   Online information and documentation:  http://www.scm.com                 *
 *   E-mail:  support@scm.com   info@scm.com                                   *
 *                                                                             *
 *   Scientific publications using ADF results must be properly referenced     *
 *   See the User Manuals (or the web site) for recommended citations          *
 *   The terms and conditions of the End User License Agreement apply to       *
 *   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
 *                                                                             *
 *************************  pentium64_linux / hpmpi  ***************************

 NMR 2009.01  RunTime: Sep20-2011 16:34:49

...
               NUCLEAR COORDINATES (ANGSTROMS):
                 --------------------------------

                 C  (  1):       4.7284      2.1304      0.0000
                 O  (  2):       3.3981      2.6699      0.0000
                 O  (  3):       1.6678     -2.3615      2.9062
...


 *******************************************************************************

                             N M R   E X I T






Template definition



<templateList>  <xi:include href="nmr/../program.header.xml" />  <xi:include href="nmr/nuclear.coordinates.xml" />  <xi:include href="nmr/nucleus.xml" />
    </templateList>








          

      

      

    

  

  
    

    program.header
    

    

   


  

    
      
          
            
  
program.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	program.header



	name

	Generic program header



	pattern

	\s*\*\s+Amsterdam\sDensity\sFunctional.*



	pattern2

	\s*\*\s+Amsterdam\sModeling\sSuite.*



	offset

	-3



	endPattern

	.*RunTime.*



	endOffset

	1



	xml:base

	program.header.xml







Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
*  -------------------------------------                                      *
*                                               Build 200708201257            *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     X X X X X     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
****************************  pentium_linux_ifc  ******************************

DIRAC 2007.01  RunTime: Oct16-2008 12:08:11






Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2014                          *
*  -------------------------------------                                      *
*                                               r48167 2015-10-14             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
********************  x86_64_linux_intel / platform_mpi  **********************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2014  RunTime: Mar01-2016 19:27:34  Nodes: 1  Procs: 1






Input



*******************************************************************************
*                                                                             *
*  --------------------------------                                           *
*   Amsterdam Modeling Suite (AMS)              2019.302                      *
*  --------------------------------                                           *
*                                               r80089 2019-12-11             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  https://www.scm.com/support/       *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using AMS results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of AMS, https://www.scm.com/license-terms/                        *
*                                                                             *
***********************  x86_64_linux_intel / openmpi  ************************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2019.302  RunTime: May29-2020 06:12:53  Nodes: 1  Procs: 1






Output text



<comment class="example.output" id="program.header">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">01</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programDate">August 20, 2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">200708201257</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">pentium_linux_ifc</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Oct16-2008 12:08:11</scalar>
       </module>
    </comment>






Output text



<comment class="example.output" id="program.header2">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2014</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r48167</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2015-10-14</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / platform_mpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Mar01-2016 19:27:34</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="program.header3">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2019</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">302</scalar>
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r80089</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2019-12-11</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / openmpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">May29-2020 06:12:53</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*development\sversion\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[\S]+\s+\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s+{I,cc:programVersion}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*development\sversion\s*\*.*" endPattern=".*">    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\.[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s+{I,cc:programVersion}\.{A,cc:programSubversion}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\).*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Build\s*.*" endPattern=".*">    <record id="program">\s*\*\s*Build\s*{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[0-9]+\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s{40,}[\S]+.*\*.*" endPattern=".*">    <record id="program">\s*\*\s{40,}{A,a:compilation}{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*{20,}+\s*\S+\s*.*" endPattern=".*" endOffset="0">    <record id="programFlavour">\s*\*{20,}+\s+{X,cc:programFlavour}\s+\*+.*</record>
            </template>  <template pattern="\s*.*RunTime:.*\s+[A-Za-z]+\s+Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}\s+[A-Za-z]+\s+Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}</record>
            </template>
        </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="MMMdd-yyyy HH:mm:ss" />
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Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	nuclear.coordinates



	name

	NMR nuclear coordinates



	pattern

	\s+NUCLEAR\sCOORDINATES\s*\(ANGSTROMS\).*



	endPattern

	.*={20,}.*



	endOffset

	1



	repeat

	*



	xml:base

	nmr/nuclear.coordinates.xml







Input



       NUCLEAR COORDINATES (ANGSTROMS):
   --------------------------------

   C  (  1):       4.7284      2.1304      0.0000
   O  (  2):       3.3981      2.6699      0.0000
   O  (  3):       1.6678     -2.3615      2.9062
   O  (  4):      -3.2967     -2.4238      0.0000
   O  (  5):      -1.7912      2.3132     -2.9097
   O  (  6):      -1.7912      2.3132      2.9097
   O  (  7):       1.6678     -2.3615     -2.9062
   O  (  8):      -0.0281      0.0021      2.6674
   O  (  9):      -0.7233     -2.1541      1.3169
   O  ( 10):       1.5569     -2.1452      0.0000
   O  ( 11):       2.3732     -0.0232      1.4424
   O  ( 12):       0.6437      2.3055      1.4416
   O  ( 13):      -2.2911     -0.0394      1.3174
   O  ( 14):      -0.7233     -2.1541     -1.3169
   O  ( 15):       2.3732     -0.0232     -1.4424
   O  ( 16):      -1.6234      2.1418      0.0000
   O  ( 17):      -2.2911     -0.0394     -1.3174
   O  ( 18):      -0.0281      0.0021     -2.6674
   O  ( 19):       0.6437      2.3055     -1.4416
   O  ( 20):       0.0614      0.0669      0.0000
   Ti ( 21):       1.8539      1.4022      0.0000
   W  ( 22):      -0.9833      1.3894      1.6824
   W  ( 23):      -1.9014     -1.3901      0.0000
   W  ( 24):       1.0249     -1.3118     -1.6819
   W  ( 25):       1.0249     -1.3118      1.6819
   W  ( 26):      -0.9833      1.3894     -1.6824
   H  ( 27):       4.9274      1.5192      0.8941
   H  ( 28):       4.9274      1.5192     -0.8941
   H  ( 29):       5.4260      2.9795      0.0000

==================================================






Output text



<comment class="example.output" id="nuclear.coordinates">
        <module cmlx:lineCount="34" cmlx:templateRef="nuclear.coordinates">
            <molecule id="coordinates.nmr">
                <atomArray>
                    <atom id="a1" elementType="C" x3="4.7284" y3="2.1304" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                    </atom>
                    <atom id="a2" elementType="O" x3="3.3981" y3="2.6699" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a3" elementType="O" x3="1.6678" y3="-2.3615" z3="2.9062">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a4" elementType="O" x3="-3.2967" y3="-2.4238" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a5" elementType="O" x3="-1.7912" y3="2.3132" z3="-2.9097">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a6" elementType="O" x3="-1.7912" y3="2.3132" z3="2.9097">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a7" elementType="O" x3="1.6678" y3="-2.3615" z3="-2.9062">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a8" elementType="O" x3="-0.0281" y3="0.0021" z3="2.6674">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">8</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a9" elementType="O" x3="-0.7233" y3="-2.1541" z3="1.3169">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">9</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a10" elementType="O" x3="1.5569" y3="-2.1452" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">10</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a11" elementType="O" x3="2.3732" y3="-0.0232" z3="1.4424">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">11</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a12" elementType="O" x3="0.6437" y3="2.3055" z3="1.4416">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">12</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a13" elementType="O" x3="-2.2911" y3="-0.0394" z3="1.3174">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">13</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a14" elementType="O" x3="-0.7233" y3="-2.1541" z3="-1.3169">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">14</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a15" elementType="O" x3="2.3732" y3="-0.0232" z3="-1.4424">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">15</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a16" elementType="O" x3="-1.6234" y3="2.1418" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">16</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a17" elementType="O" x3="-2.2911" y3="-0.0394" z3="-1.3174">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">17</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a18" elementType="O" x3="-0.0281" y3="0.0021" z3="-2.6674">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">18</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a19" elementType="O" x3="0.6437" y3="2.3055" z3="-1.4416">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">19</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a20" elementType="O" x3="0.0614" y3="0.0669" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">20</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                    </atom>
                    <atom id="a21" elementType="Ti" x3="1.8539" y3="1.4022" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">21</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">22</scalar>
                    </atom>
                    <atom id="a22" elementType="W" x3="-0.9833" y3="1.3894" z3="1.6824">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">22</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a23" elementType="W" x3="-1.9014" y3="-1.3901" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">23</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a24" elementType="W" x3="1.0249" y3="-1.3118" z3="-1.6819">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">24</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a25" elementType="W" x3="1.0249" y3="-1.3118" z3="1.6819">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">25</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a26" elementType="W" x3="-0.9833" y3="1.3894" z3="-1.6824">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">26</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">74</scalar>
                    </atom>
                    <atom id="a27" elementType="H" x3="4.9274" y3="1.5192" z3="0.8941">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">27</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                    </atom>
                    <atom id="a28" elementType="H" x3="4.9274" y3="1.5192" z3="-0.8941">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">28</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                    </atom>
                    <atom id="a29" elementType="H" x3="5.426" y3="2.9795" z3="0.0">
                        <scalar dataType="xsd:integer" dictRef="cc:serial">29</scalar>
                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                    </atom>
                </atomArray>
                <formula formalCharge="0" concise="C 1 H 3 O 19 Ti 1 W 5">
                    <atomArray elementType="C H O Ti W" count="1.0 3.0 19.0 1.0 5.0" />
                </formula>
                <bondArray>
                    <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
                    <bond atomRefs2="a1 a27" id="a1_a27" order="S" />
                    <bond atomRefs2="a1 a28" id="a1_a28" order="S" />
                    <bond atomRefs2="a1 a29" id="a1_a29" order="S" />
                    <bond atomRefs2="a2 a21" id="a2_a21" order="S" />
                    <bond atomRefs2="a3 a25" id="a3_a25" order="S" />
                    <bond atomRefs2="a4 a23" id="a4_a23" order="S" />
                    <bond atomRefs2="a5 a26" id="a5_a26" order="S" />
                    <bond atomRefs2="a6 a22" id="a6_a22" order="S" />
                    <bond atomRefs2="a7 a24" id="a7_a24" order="S" />
                    <bond atomRefs2="a8 a22" id="a8_a22" order="S" />
                    <bond atomRefs2="a8 a25" id="a8_a25" order="S" />
                    <bond atomRefs2="a9 a23" id="a9_a23" order="S" />
                    <bond atomRefs2="a9 a25" id="a9_a25" order="S" />
                    <bond atomRefs2="a10 a24" id="a10_a24" order="S" />
                    <bond atomRefs2="a10 a25" id="a10_a25" order="S" />
                    <bond atomRefs2="a11 a21" id="a11_a21" order="S" />
                    <bond atomRefs2="a11 a25" id="a11_a25" order="S" />
                    <bond atomRefs2="a12 a21" id="a12_a21" order="S" />
                    <bond atomRefs2="a12 a22" id="a12_a22" order="S" />
                    <bond atomRefs2="a13 a22" id="a13_a22" order="S" />
                    <bond atomRefs2="a13 a23" id="a13_a23" order="S" />
                    <bond atomRefs2="a14 a23" id="a14_a23" order="S" />
                    <bond atomRefs2="a14 a24" id="a14_a24" order="S" />
                    <bond atomRefs2="a15 a21" id="a15_a21" order="S" />
                    <bond atomRefs2="a15 a24" id="a15_a24" order="S" />
                    <bond atomRefs2="a16 a22" id="a16_a22" order="S" />
                    <bond atomRefs2="a16 a26" id="a16_a26" order="S" />
                    <bond atomRefs2="a17 a23" id="a17_a23" order="S" />
                    <bond atomRefs2="a17 a26" id="a17_a26" order="S" />
                    <bond atomRefs2="a18 a24" id="a18_a24" order="S" />
                    <bond atomRefs2="a18 a26" id="a18_a26" order="S" />
                    <bond atomRefs2="a19 a21" id="a19_a21" order="S" />
                    <bond atomRefs2="a19 a26" id="a19_a26" order="S" />
                    <bond atomRefs2="a20 a21" id="a20_a21" order="S" />
                    <bond atomRefs2="a20 a22" id="a20_a22" order="S" />
                    <bond atomRefs2="a20 a23" id="a20_a23" order="S" />
                    <bond atomRefs2="a20 a24" id="a20_a24" order="S" />
                    <bond atomRefs2="a20 a25" id="a20_a25" order="S" />
                    <bond atomRefs2="a20 a26" id="a20_a26" order="S" />
                    <bond atomRefs2="a21 a22" id="a21_a22" order="S" />
                    <bond atomRefs2="a21 a24" id="a21_a24" order="S" />
                    <bond atomRefs2="a21 a25" id="a21_a25" order="S" />
                    <bond atomRefs2="a21 a26" id="a21_a26" order="S" />
                    <bond atomRefs2="a22 a23" id="a22_a23" order="S" />
                    <bond atomRefs2="a22 a25" id="a22_a25" order="S" />
                    <bond atomRefs2="a22 a26" id="a22_a26" order="S" />
                    <bond atomRefs2="a23 a24" id="a23_a24" order="S" />
                    <bond atomRefs2="a23 a25" id="a23_a25" order="S" />
                    <bond atomRefs2="a23 a26" id="a23_a26" order="S" />
                    <bond atomRefs2="a24 a25" id="a24_a25" order="S" />
                    <bond atomRefs2="a24 a26" id="a24_a26" order="S" />
                </bondArray>
                <property dictRef="cml:molmass">
                    <scalar dataType="xsd:double" units="unit:dalton">1286.09012</scalar>
                </property>
            </molecule>
        </module>
    </comment>






Template definition



<record repeat="3" />
<record id="atom" makeArray="true" repeat="*">{A,cc:elementType}\({I,cc:serial}\):{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
<transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="coordinates.nmr" />
<transform process="pullup" xpath=".//cml:molecule[@id='coordinates.nmr']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	nucleus



	name

	NMR nucleus



	pattern

	.*N\sU\sC\sL\sE\sU\sS\s:.*



	endPattern

	\s*#{50,}\s*



	endPattern2

	\s?\*{50,}\s*



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	nmr/nucleus.xml







Input



****  N U C L E U S : W(23)
...
================================================================================


=== SCALED: PARAMAGNETIC NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =  -7015.324

================================================================================


=== SCALED: DIAMAGNETIC NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   9657.458

================================================================================

=== SCALED: SPIN-ORBIT NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   -162.648
================================================================================


=== SCALED: TOTAL NMR SHIELDING TENSOR (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   2479.486

################################################################################
********************************************************************************
****  N U C L E U S : W(22)
...
=== SCALED: PARAMAGNETIC NMR SHIELDING TENSORS (ppm)
...
                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =  -7001.298

================================================================================

=== SCALED: DIAMAGNETIC NMR SHIELDING TENSORS (ppm)
                         ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   9657.950

================================================================================

=== SCALED: SPIN-ORBIT NMR SHIELDING TENSORS (ppm)
...
                         ***********************************
                        CARTESIAN AXIS REPRESENTATION

                        isotropic shielding =   -167.181

================================================================================

=== SCALED: TOTAL NMR SHIELDING TENSOR (ppm)

                        ***********************************
                        CARTESIAN AXIS REPRESENTATION
...
                        isotropic shielding =   2489.471

################################################################################






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<record id="nucleus">.*N\sU\sC\sL\sE\sU\sS\s:{A,cc:elementType}\({X,a:nucleus}\)\s*</record>
<templateList>  <template id="paramagnetic" pattern="\s*===(\s(UN)?SCALED:)?\s*PARAMAGNETIC\sNMR\sSHIELDING\sTENSORS\s\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern=".*total\sparamagnetic\stensor.*" endPattern="\s+\*{20,}+\s*">        <record repeat="6" />        <record id="paramagnetic">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>  <template id="diamagnetic" pattern="\s*===(\s(UN)?SCALED:)?\s*DIAMAGNETIC\sNMR\sSHIELDING\sTENSORS\s\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern=".*total\sdiamagnetic(\sNMR)?\stensor.*" endPattern="\s+\*{20,}+\s*">        <record repeat="6" />        <record id="diamagnetic">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>  <template id="spinorbit" pattern="\s*===(\s(UN)?SCALED:)?\s*SPIN-ORBIT\sNMR\sSHIELDING\sTENSORS\s\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern=".*total\sspin-orbit\stensor.*" endPattern="\s+\*{20,}+\s*">        <record repeat="6" />        <record id="shielding">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>  <template id="total" pattern="\s*===(\s(UN)?SCALED:)?\s*TOTAL\sNMR\sSHIELDING\sTENSOR\s*\(ppm\).*" endPattern="\s*={20,}+\s*" endPattern2="\s*#{20,}+\s*" endPattern3="~">    <templateList>      <template pattern="\s*isotropic(\sshielding)?.*" endPattern=".*">        <record id="shielding">\s*isotropic(\sshielding)?\s*={F,a:shielding}</record>
                </template>
            </templateList>
        </template>
    </templateList>
<transform process="pullup" repeat="2" xpath=".//cml:scalar" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='a:shielding']" value="nonsi2:ppm" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    dirac
    

    

   


  

    
      
          
            
  
dirac



	program.header








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	dirac



	name

	Dirac module



	pattern

	\s+\*\s+\|\s+D\sI\sR\sA\sC\s+\|\s+\*.*



	endPattern

	\s*D\s+I\s+R\s+A\s+C\s+E\s+X\s+I\s+T\s*



	offset

	-10



	endOffset

	1



	repeat

	*



	xml:base

	dirac/dirac.xml







Comment



 *******************************************************************************
 *                                                                             *
 *  -------------------------------------                                      *
 *   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
 *  -------------------------------------                                      *
 *                                               Build 200708201257            *
 *                                                                             *
 *                                                                             *
 *                            =====================                            *
 *                            |                   |                            *
 *                            |     D I R A C     |                            *
 *                            |                   |                            *
 *                            =====================                            *
 *                                                                             *
 *                                                                             *
 *   Online information and documentation:  http://www.scm.com                 *
 *   E-mail:  support@scm.com   info@scm.com                                   *
 *                                                                             *
 *   Scientific publications using ADF results must be properly referenced     *
 *   See the User Manuals (or the web site) for recommended citations          *
 *   The terms and conditions of the End User License Agreement apply to       *
 *   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
 *                                                                             *
 ****************************  pentium_linux_ifc  ******************************

 DIRAC 2007.01  RunTime: Oct17-2008 16:16:47

...

 *******************************************************************************

                             D I R A C   E X I T






Template definition



<templateList>  <xi:include href="dirac/../program.header.xml" />
        </templateList>
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program.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	program.header



	name

	Generic program header



	pattern

	\s*\*\s+Amsterdam\sDensity\sFunctional.*



	pattern2

	\s*\*\s+Amsterdam\sModeling\sSuite.*



	offset

	-3



	endPattern

	.*RunTime.*



	endOffset

	1



	xml:base

	program.header.xml







Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
*  -------------------------------------                                      *
*                                               Build 200708201257            *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     X X X X X     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
****************************  pentium_linux_ifc  ******************************

DIRAC 2007.01  RunTime: Oct16-2008 12:08:11






Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2014                          *
*  -------------------------------------                                      *
*                                               r48167 2015-10-14             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
********************  x86_64_linux_intel / platform_mpi  **********************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2014  RunTime: Mar01-2016 19:27:34  Nodes: 1  Procs: 1






Input



*******************************************************************************
*                                                                             *
*  --------------------------------                                           *
*   Amsterdam Modeling Suite (AMS)              2019.302                      *
*  --------------------------------                                           *
*                                               r80089 2019-12-11             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  https://www.scm.com/support/       *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using AMS results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of AMS, https://www.scm.com/license-terms/                        *
*                                                                             *
***********************  x86_64_linux_intel / openmpi  ************************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2019.302  RunTime: May29-2020 06:12:53  Nodes: 1  Procs: 1






Output text



<comment class="example.output" id="program.header">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">01</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programDate">August 20, 2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">200708201257</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">pentium_linux_ifc</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Oct16-2008 12:08:11</scalar>
       </module>
    </comment>






Output text



<comment class="example.output" id="program.header2">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2014</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r48167</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2015-10-14</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / platform_mpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Mar01-2016 19:27:34</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="program.header3">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2019</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">302</scalar>
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r80089</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2019-12-11</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / openmpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">May29-2020 06:12:53</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*development\sversion\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[\S]+\s+\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s+{I,cc:programVersion}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*development\sversion\s*\*.*" endPattern=".*">    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\.[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s+{I,cc:programVersion}\.{A,cc:programSubversion}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\).*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Build\s*.*" endPattern=".*">    <record id="program">\s*\*\s*Build\s*{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[0-9]+\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s{40,}[\S]+.*\*.*" endPattern=".*">    <record id="program">\s*\*\s{40,}{A,a:compilation}{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*{20,}+\s*\S+\s*.*" endPattern=".*" endOffset="0">    <record id="programFlavour">\s*\*{20,}+\s+{X,cc:programFlavour}\s+\*+.*</record>
            </template>  <template pattern="\s*.*RunTime:.*\s+[A-Za-z]+\s+Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}\s+[A-Za-z]+\s+Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}</record>
            </template>
        </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="MMMdd-yyyy HH:mm:ss" />








          

      

      

    

  

  
    

    adf
    

    

   


  

    
      
          
            
  
adf



	program.header

	model.parameters
	parameters

	fragment.files

	solvation





	adf.runtype

	adf.build

	adf.results
	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	sfo.population





	adf.frequencyanalysis





===


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	adf



	name

	ADF module



	pattern

	\s+\*\s+\|\s+A\sD\sF\s+\|\s+\*.*



	pattern2

	\s+\*\s+\|\s+A\sM\sS\s+\|\s+\*.*



	endPattern

	\s*A\s+D\s+F\s+E\s+X\s+I\s+T\s*



	endPattern2

	\s*AMS\sapplication\sfinished\.\sExiting.*



	offset

	-10



	endOffset

	1



	repeat

	*



	xml:base

	adf/adf.xml







Comment



 *******************************************************************************
 *                                                                             *
 *  -------------------------------------                                      *
 *   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
 *  -------------------------------------                                      *
 *                                               Build 200708201257            *
 *                                                                             *
 *                                                                             *
 *                              =================                              *
 *                              |               |                              *
 *                              |     A D F     |                              *
 *                              |               |                              *
 *                              =================                              *
 *                                                                             *
 *                                                                             *
 *   Online information and documentation:  http://www.scm.com                 *
 *   E-mail:  support@scm.com   info@scm.com                                   *
 *                                                                             *
 *   Scientific publications using ADF results must be properly referenced     *
 *   See the User Manuals (or the web site) for recommended citations          *
 *   The terms and conditions of the End User License Agreement apply to       *
 *   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
 *                                                                             *
 ****************************  pentium_linux_ifc  ******************************

 ADF 2007.01  RunTime: Oct17-2008 16:16:48
 Oxygen (TZP, 1s frozen)
...

(INIT)
...

                                      ************************************
                                      *  R U N   T Y P E : SINGLE POINT  *
                                      ************************************
...
                                      *********************************************
                                      *  R U N   T Y P E : GEOMETRY OPTIMIZATION  *
                                      *********************************************
...
                                      ****************************************
                                      *  B U I L D : (Fragments, Functions)  *
                                      ****************************************
...
                                      ***********************
                                      *  T E C H N I C A L  *
                                      ***********************
...
                                      ***************************
                                      *  C O M P U T A T I O N  *
                                      ***************************
...
                                      *******************
                                      *  R E S U L T S  *
                                      *******************
...
                                      ******************************************
                                      *  F R E Q U E N C Y    A N A L Y S I S  *
                                      ******************************************

 *******************************************************************************

                             A D F   E X I T






Template definition



<templateList>  <xi:include href="adf/../program.header.xml" />  <xi:include href="adf/init/modelparameters/model.parameters.xml" />  <xi:include href="adf/runtype.xml" />  <xi:include href="adf/build_fragments.xml" />  <xi:include href="adf/results/results.xml" />  <xi:include href="adf/frequencyanalysis.xml" />
    </templateList>
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program.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	program.header



	name

	Generic program header



	pattern

	\s*\*\s+Amsterdam\sDensity\sFunctional.*



	pattern2

	\s*\*\s+Amsterdam\sModeling\sSuite.*



	offset

	-3



	endPattern

	.*RunTime.*



	endOffset

	1



	xml:base

	program.header.xml







Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2007.01   August 20, 2007     *
*  -------------------------------------                                      *
*                                               Build 200708201257            *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     X X X X X     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
****************************  pentium_linux_ifc  ******************************

DIRAC 2007.01  RunTime: Oct16-2008 12:08:11






Input



*******************************************************************************
*                                                                             *
*  -------------------------------------                                      *
*   Amsterdam Density Functional  (ADF)         2014                          *
*  -------------------------------------                                      *
*                                               r48167 2015-10-14             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  http://www.scm.com                 *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using ADF results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of ADF, http://www.scm.com/Sales/LicAgreement.html                *
*                                                                             *
********************  x86_64_linux_intel / platform_mpi  **********************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2014  RunTime: Mar01-2016 19:27:34  Nodes: 1  Procs: 1






Input



*******************************************************************************
*                                                                             *
*  --------------------------------                                           *
*   Amsterdam Modeling Suite (AMS)              2019.302                      *
*  --------------------------------                                           *
*                                               r80089 2019-12-11             *
*                                                                             *
*                                                                             *
*                            =====================                            *
*                            |                   |                            *
*                            |     D I R A C     |                            *
*                            |                   |                            *
*                            =====================                            *
*                                                                             *
*                                                                             *
*   Online information and documentation:  https://www.scm.com/support/       *
*   E-mail:  support@scm.com   info@scm.com                                   *
*                                                                             *
*   Scientific publications using AMS results must be properly referenced     *
*   See the User Manuals (or the web site) for recommended citations          *
*   The terms and conditions of the End User License Agreement apply to       *
*   the use of AMS, https://www.scm.com/license-terms/                        *
*                                                                             *
***********************  x86_64_linux_intel / openmpi  ************************

Licensed to: XXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXXX
SCM User ID: XXXXX

DIRAC 2019.302  RunTime: May29-2020 06:12:53  Nodes: 1  Procs: 1






Output text



<comment class="example.output" id="program.header">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">01</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programDate">August 20, 2007</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">200708201257</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">pentium_linux_ifc</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Oct16-2008 12:08:11</scalar>
       </module>
    </comment>






Output text



<comment class="example.output" id="program.header2">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2014</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r48167</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2015-10-14</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / platform_mpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Mar01-2016 19:27:34</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="program.header3">
        <module cmlx:templateRef="program.header">
            <scalar dataType="xsd:integer" dictRef="cc:programVersion">2019</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programSubversion">302</scalar>
            <scalar dataType="xsd:string" dictRef="cc:program">ADF</scalar>
            <scalar dataType="xsd:string" dictRef="a:compilation">r80089</scalar>
            <scalar dataType="xsd:string" dictRef="cc:compileDate">2019-12-11</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64_linux_intel / openmpi</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">May29-2020 06:12:53</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*development\sversion\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[\S]+\s+\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s+{I,cc:programVersion}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\).*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*development\sversion\s*\*.*" endPattern=".*">    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\s+[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s*{I,cc:programVersion}\.{A,cc:programSubversion}\s+{X,cc:programDate}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*[\S]+\.[\S]+.*\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\)\s+{I,cc:programVersion}\.{A,cc:programSubversion}\s*\*.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Amsterdam\sModeling\sSuite\s*\(AMS\)\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sModeling\sSuite\s+\(.*\).*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" value="ADF" />    <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
            </template>  <template pattern="\s*\*\s*Build\s*.*" endPattern=".*">    <record id="program">\s*\*\s*Build\s*{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*\s*Amsterdam\sDensity\sFunctional\s*\(ADF\)\s+[0-9]+\s*\*.*" endPattern=".*">    <record id="program">\s*\*\s*Amsterdam\sDensity\sFunctional\s+\({A,cc:program}\)\s*{I,cc:programVersion}\s*\*.*</record>
            </template>  <template pattern="\s*\*\s{40,}[\S]+.*\*.*" endPattern=".*">    <record id="program">\s*\*\s{40,}{A,a:compilation}{A,cc:compileDate}.*</record>
            </template>  <template pattern="\s*\*{20,}+\s*\S+\s*.*" endPattern=".*" endOffset="0">    <record id="programFlavour">\s*\*{20,}+\s+{X,cc:programFlavour}\s+\*+.*</record>
            </template>  <template pattern="\s*.*RunTime:.*\s+[A-Za-z]+\s+Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}\s+[A-Za-z]+\s+Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*Nodes.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}Nodes.*</record>
            </template>  <template pattern="\s*.*RunTime:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="runDate">\s*.*RunTime:{X,cc:runDate}</record>
            </template>
        </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="MMMdd-yyyy HH:mm:ss" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	model.parameters



	name

	Model parameters section



	pattern

	\s+M\sO\sD\sE\sL\s+P\sA\sR\sA\sM\sE\sT\sE\sR\sS\s*



	endPattern

	\s*$\s*={5,}+\s*



	endPattern2

	\s*\*{10,}+\s*



	endPattern3

	~



	offset

	-1



	xml:base

	adf/init/modelparameters/model.parameters.xml







Comment



 ===============================
 M O D E L   P A R A M E T E R S
 ===============================

 Fragment File(s)
 ----------------
...

 SOLVATION
 -------------------------------------------
...






Template definition



<templateList>  <xi:include href="init/modelparameters/parameters.xml" />  <xi:include href="init/modelparameters/fragment.files.xml" />  <xi:include href="init/modelparameters/solvation.xml" />
    </templateList>
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	parameters



	name

	Model parameters



	pattern

	\s*DENSITY\sFUNCTIONAL\sPOTENTIAL.*



	endPattern

	\s*$\s*



	endPattern2

	\s*SOLVATION\s*



	endOffset

	0



	repeat

	*



	xml:base

	init/modelparameters/parameters.xml







Input



DENSITY FUNCTIONAL POTENTIAL (scf)
   LDA:                               VWN
   Gradient Corrections:              Becke88 Perdew86                        == Not Default ==

SPIN  (restricted / unrestr.)
   Molecule:                          Restricted

OTHER ASPECTS
   Relativistic Corrections:          scalar (ZORA,SAPA)                       *** SPECIAL ***

   Nuclear Charge Density Model:      Point Charge Nuclei
   Core Treatment:                    Frozen Orbital(s)

   Electric Field:                    ---

   Hyperfine or Zeeman Interaction:   ---






Output text



<comment class="example.output" id="parameters">
        <module cmlx:lineCount="17" cmlx:templateRef="parameters">
          <scalar id="method" dictRef="cc:method" dataType="xsd:string">DFT</scalar>
          <list cmlx:lineCount="3" cmlx:templateRef="scf">
            <scalar dataType="xsd:string" dictRef="cc:functional">VWN</scalar>
            <scalar dataType="xsd:string" dictRef="cc:functional">Becke88 Perdew86</scalar>
          </list>
          <list cmlx:lineCount="3" cmlx:templateRef="spin">
            <scalar dataType="xsd:string" dictRef="cc:spinMolecule">Restricted</scalar>
            <scalar dataType="xsd:string" dictRef="cc:spinFragments">Restricted</scalar>
          </list>
          <list cmlx:lineCount="9" cmlx:templateRef="other"> OTHER ASPECTS
            <scalar dataType="xsd:string" dictRef="a:relcor">scalar (ZORA,SAPA)</scalar>
            <scalar dataType="xsd:string" dictRef="a:densityMode">Point Charge Nuclei</scalar>
            <scalar dataType="xsd:string" dictRef="a:coretreat">Frozen Orbital(s)</scalar>
           </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="scf" pattern="\s*DENSITY\sFUNCTIONAL\sPOTENTIAL\s\(scf\).*" endPattern="\s*">    <record repeat="1" />    <record id="functional">.*:{X,cc:functional}</record>    <record id="gradient">\s*Gradient\sCorrections:\s+{X,cc:functional}\s*\=\=\s*Not Default\s*\=\=\s*</record>    <transform process="addChild" xpath="." position="1" elementName="cml:scalar" id="method" dictRef="cc:method" value="DFT" />
        </template>  <template id="spin" pattern="\s*SPIN.*" endPattern="\s*" endPattern2="~">    <record repeat="1" />    <record id="molecule">\s*Molecule:\s*{A,cc:spinMolecule}.*</record>    <templateList>      <template pattern="\s*Fragments:.*" endPattern=".*" endPattern2="~">        <record id="fragments">\s*Fragments:\s*{A,cc:spinFragments}.*</record>
                </template>
            </templateList>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:spinFragments']" />
        </template>  <template id="other" pattern="\s*OTHER\sASPECTS.*" endPattern="~">    <templateList>      <template pattern="\s*Relativistic\sCorrections.*" endPattern=".*" endPattern2="~">        <record>\s*Relativistic\sCorrections:{X,a:relcor}\*\*\*\s*SPECIAL\s*\*\*\*\s*</record>
                 </template>      <template pattern="\s*Nuclear\sCharge\sDensity\sModel.*" endPattern=".*" endPattern2="~">        <record>\s*Nuclear\sCharge\sDensity\sModel:{X,a:densityMode}</record>
                 </template>      <template pattern="\s*Core\sTreatment.*" endPattern=".*" endPattern2="~">        <record>\s*Core\sTreatment:{X,a:coretreat}</record>
                 </template>      <template pattern="\s*Electric\sField.*" endPattern=".*" endPattern2="~">        <record>\s*Electric\sField:{X,a:electricField}</record>
                 </template>      <template pattern="\s*Hyperfine\sor\sZeeman\sInteraction.*" endPattern=".*" endPattern2="~">        <record>\s*Hyperfine\sor\sZeeman\sInteraction:{X,a:zeeman}</record>
                 </template>
            </templateList>
        </template>
    </templateList>
<transform process="moveRelative" xpath=".//cml:scalar[@dictRef='cc:method']" to=".//cml:list" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='other']/cml:module/cml:scalar" />
<transform process="delete" xpath=".//cml:scalar[text()='---']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="createList" xpath=".//cml:module" />
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	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	fragment.files



	name

	Fragment files section



	pattern

	\s+Fragment\sFile\(s\).*



	endPattern

	\s*



	endOffset

	1



	repeat

	*



	xml:base

	init/modelparameters/fragment.files.xml







Input



Fragment File(s)
----------------
Lu:
        file : t21.Lu.5p
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:15  Nodes: 1  Procs: 1
        title: Lutetium (TZP, 5p frozen)
N:
        file : t21.N.1s
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:16  Nodes: 1  Procs: 1
        title: Nitrogen (TZP, 1s frozen)
H:
        file : t21.H
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:17  Nodes: 1  Procs: 1
        title: Hydrogen (TZP)
C:
        file : t21.C.1s
        jobid: ADF 2012.01  RunTime: Nov11-2013 11:30:16  Nodes: 1  Procs: 1
        title: Carbon (TZP, 1s frozen)






Input



Fragment File(s)
----------------
W:
        file : t21.W.4d
        jobid: ADF 2007.01  RunTime: Oct16-2008 12:08:13
        title: Tungsten (TZP, 4d frozen)
V:
        file : t21.V.2p
        jobid: ADF 2007.01  RunTime: Oct16-2008 12:08:14
        title: Vanadium (TZP, 2p frozen)
O:
        file : t21.O.1s
        jobid: ADF 2007.01  RunTime: Oct16-2008 12:08:12
        title: Oxygen (TZP, 1s frozen)






Output text



<comment class="example.output" id="fragment.files">
        <module cmlx:lineCount="18" cmlx:templateRef="fragment.files">
            <module cmlx:lineCount="18" cmlx:templateRef="fragment.files">
              <list cmlx:templateRef="elementType">
                <atom elementType="Lu" id="a1">
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:15</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Lutetium</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:contraction">5p</scalar>
                </atom>
              </list>
            </module>
            <module cmlx:lineCount="4" cmlx:templateRef="atom">
              <list cmlx:templateRef="elementType">
                <atom elementType="N" id="a1">
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:16</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Nitrogen</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:contraction">1s</scalar>
                </atom>
              </list>
            </module>
            <module cmlx:lineCount="4" cmlx:templateRef="atom">
              <list cmlx:templateRef="elementType">
                <atom elementType="H" id="a1">
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:17</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Hydrogen</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                </atom>
              </list>
            </module>
            <module cmlx:lineCount="4" cmlx:templateRef="atom">
              <list cmlx:templateRef="elementType">
                <atom elementType="C" id="a1">
                  <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2012.01</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:runtime">Nov11-2013 11:30:16</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nodes">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:processors">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:elementName">Carbon</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:contraction">1s</scalar>
                </atom>
              </list>
            </module>
          </module>
    </comment>






Output text



<comment class="example.output" id="fragment.files2">
        <module cmlx:lineCount="14" cmlx:templateRef="fragment.files">
          <module cmlx:lineCount="4" cmlx:templateRef="atom">
           <list cmlx:templateRef="elementType">
            <atom elementType="W" id="a1">
             <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2007.01</scalar>
             <scalar dataType="xsd:string" dictRef="cc:runtime">Oct16-2008 12:08:13</scalar>
             <scalar dataType="xsd:string" dictRef="cc:elementName">Tungsten</scalar>
             <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
             <scalar dataType="xsd:string" dictRef="cc:contraction">4d</scalar>
            </atom>
           </list>
          </module>
          <module cmlx:lineCount="4" cmlx:templateRef="atom">
           <list cmlx:templateRef="elementType">
            <atom elementType="V" id="a1">
             <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2007.01</scalar>
             <scalar dataType="xsd:string" dictRef="cc:runtime">Oct16-2008 12:08:14</scalar>
             <scalar dataType="xsd:string" dictRef="cc:elementName">Vanadium</scalar>
             <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
             <scalar dataType="xsd:string" dictRef="cc:contraction">2p</scalar>
            </atom>
           </list>
          </module>
          <module cmlx:lineCount="4" cmlx:templateRef="atom">
           <list cmlx:templateRef="elementType">
            <atom elementType="O" id="a1">
             <scalar dataType="xsd:string" dictRef="cc:jobname">ADF 2007.01</scalar>
             <scalar dataType="xsd:string" dictRef="cc:runtime">Oct16-2008 12:08:12</scalar>
             <scalar dataType="xsd:string" dictRef="cc:elementName">Oxygen</scalar>
             <scalar dataType="xsd:string" dictRef="cc:basis">TZP</scalar>
             <scalar dataType="xsd:string" dictRef="cc:contraction">1s</scalar>
            </atom>
           </list>
          </module>
         </module>
    </comment>






Template definition



<record repeat="2" />
<templateList>  <template id="atom" pattern="\s*\S+:\s*" endPattern="\s*\S+:\s*" endPattern2="\s*" endOffset="0" repeat="*">    <record id="elementType">\s*{A,cc:elementType}\:\s*</record>    <record />    <templateList>      <template pattern="\s*jobid:.*RunTime.*Nodes:.*Procs:.*" endPattern=".*">        <record id="jobid">\s*jobid:{X,cc:jobname}\s*RunTime:{X,cc:runtime}Nodes:{I,cc:nodes}Procs:{I,cc:processors}\s*</record>
                </template>      <template pattern="\s*jobid:.*RunTime((?!Nodes|Procs).)*" endPattern=".*">        <record id="jobid">\s*jobid:{X,cc:jobname}\s*RunTime:{X,cc:runtime}\s*</record>
                </template>      <template pattern="\s*title:.*\([^,]+\)\s*" endPattern=".*" endPattern2="~">        <record id="title">\s*title:{A,cc:elementName}\({X,cc:basis}\)\s*</record>
                </template>      <template pattern="\s*title:.*\(.*all\selectron.*" endPattern=".*" endPattern2="~">        <record id="title">\s*title:{A,cc:elementName}\({A,cc:basis},.*</record>
                </template>      <template pattern="\s*title:.*\(.*\)\s*" endPattern=".*" endPattern2="~">        <record id="title">\s*title:{A,cc:elementName}\({A,cc:basis},{X,cc:contraction}\s+frozen\)\s*</record>
                </template>
            </templateList>    <transform process="createAtom" xpath=".//cml:scalar[@dictRef='cc:elementType']" />    <transform process="move" xpath=".//cml:scalar" to=".//cml:atom" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	solvation



	name

	ADF Init solvation parameters



	pattern

	\s*SOLVATION.*$\-\-\-.*



	endPattern

	\s*$\-\-\-.*



	endOffset

	1



	repeat

	*



	xml:base

	init/modelparameters/solvation.xml







Input



 SOLVATION
-------------------------------------------

  The Solvent-Excluding surface is calculated

       Division Level for Surface Triangles (NDIV)                  5
       Final Division Level for Triangles (NFDIV)                   1
       Radius of the Solvent (RSOL)                           1.40000 angstr
       Minimum Radius for new sphere (RMINSOLV)               0.50000 angstr
       Overlapping Factor (OFAC)                              0.80000
       New spheres will be assigned to the initials using ASSG1

  Dielectric Constant (EPSL)                                 78.40000

       COSMO equation is solved iteratively-               conjugate-gradient

       Maximun of Iterations for Charges (NCIX)                  1000
       Criterion for Charge convergence (CCNV)                1.0E-10

  Geometry-dependent empirical factor                         0.00000

  COSMO charges included variationally in SCF

       COSMO started at end of SCF

  C-Matrix calculated in cspmtx

  In cspmtx, C-Matrix calculated using fitted potential

-------------------------------------------






Output text



<comment class="example.output" id="solvation">
        <module cmlx:lineCount="30" cmlx:templateRef="solvation">
          <list id="cosmo">
                <scalar dataType="xsd:integer" dictRef="a:ndiv">5</scalar>
                <scalar dataType="xsd:integer" dictRef="a:nfdiv">1</scalar>
                <scalar dataType="xsd:double" dictRef="a:rsol" units="nonsi:angstrom">1.4</scalar>
                <scalar dataType="xsd:double" dictRef="a:rminsolv" units="nonsi:angstrom">0.5</scalar>
                <scalar dataType="xsd:double" dictRef="a:ofac">0.8</scalar>
                <scalar dataType="xsd:double" dictRef="a:epsl">78.4</scalar>
                <scalar dataType="xsd:string" dictRef="a:cosmomethod">conjugate-gradient</scalar>
                <scalar dataType="xsd:double" dictRef="a:ncix">1000.0</scalar>
                <scalar dataType="xsd:double" dictRef="a:ccnv">1.0E-10</scalar>
                <scalar dataType="xsd:double" dictRef="a:gdsf">0.0</scalar>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Division\sLevel\sfor\sSurface\sTriangles.*" endPattern=".*">    <record id="ndiv">.*\(NDIV\){I,a:ndiv}</record>
        </template>  <template pattern="\s*Final\sDivision\sLevel\sfor\sTriangles.*" endPattern=".*">    <record id="nfdiv">.*\(NFDIV\){I,a:nfdiv}</record>
        </template>  <template pattern="\s*Radius\sof\sthe\sSolvent.*" endPattern=".*">    <record id="rsol">.*\(RSOL\){F,a:rsol}.*</record>
        </template>  <template pattern="\s*Minimum\sRadius\sfor\snew\ssphere.*" endPattern=".*">    <record id="rminsolv">.*\(RMINSOLV\){F,a:rminsolv}.*</record>
        </template>  <template pattern="\s*Overlapping\sFactor.*" endPattern=".*">    <record id="ofac">.*\(OFAC\){F,a:ofac}</record>
        </template>  <template pattern="\s*Dielectric\sConstant.*" endPattern=".*">    <record id="epsl">.*\(EPSL\){F,a:epsl}</record>
        </template>  <template pattern="\s*COSMO\sequation\sis\ssolved\siteratively.*" endPattern=".*">    <record id="cosmomethod">.*iteratively-{X,a:cosmomethod}</record>
        </template>  <template pattern="\s*Maximun\sof\sIterations\sfor\sCharges.*" endPattern=".*">    <record id="ncix">.*\(NCIX\){F,a:ncix}</record>
        </template>  <template pattern="\s*Criterion\sfor\sCharge\sconvergence.*" endPattern=".*">    <record id="ccnv">.*\(CCNV\){E,a:ccnv}</record>
        </template>  <template pattern="\s*Geometry-dependent\sempirical\sfactor.*" endPattern=".*">    <record id="gdsf">\s*Geometry-dependent\sempirical\sfactor{F,a:gdsf}</record>
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='a:rsol']" value="nonsi:angstrom" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='a:rminsolv']" value="nonsi:angstrom" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addChild" xpath="." elementName="cml:list" id="cosmo" />
<transform process="move" xpath=".//cml:scalar" to=".//cml:list" />








          

      

      

    

  

  
    

    adf.runtype
    

    

   


  

    
      
          
            
  
adf.runtype


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	adf.runtype



	pattern

	\s+\*\s+R\sU\sN\s+T\sY\sP\sE\s\:.*



	endPattern

	\s*\*{20,}.*



	offset

	-1



	endOffset

	2



	repeat

	*



	xml:base

	adf/runtype.xml







Input



************************************
*  R U N   T Y P E : SINGLE POINT  *
************************************






Output text



<comment class="example.output" id="adf.runType">
      <module cmlx:lineCount="241" cmlx:templateRef="adf.runtype">
       <scalar dataType="xsd:string" dictRef="cc:runtype">SINGLE POINT</scalar>
      </module>
    </comment>






Template definition



<templateList>  <template pattern=".*R\sU\sN\s+T\sY\sP\sE.*" endPattern=".*" endOffset="0">    <record id="runtype">.*R\sU\sN\s+T\sY\sP\sE\s\:{X,cc:runtype}\*.*</record>    <transform process="pullup" repeat="2" xpath=".//cml:scalar[@dictRef='cc:runtype']" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    adf.build
    

    

   


  

    
      
          
            
  
adf.build


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	adf.build



	repeat

	*



	pattern

	\s+\*\s+B\sU\sI\sL\sD\s\:\s\(Fragments\,\sFunctions\).*



	endPattern

	\s*\d*\s*$\s\*{20,}.*$(\s*|\s*LOGFILE.*)



	offset

	-1



	endOffset

	2



	xml:base

	adf/build_fragments.xml







Input



                                     ****************************************
                                     *  B U I L D : (Fragments, Functions)  *
                                     ****************************************

=======
S F O s  ***  (Symmetrized Fragment Orbitals)  ***
=======

SFOs are linear combinations of (valence) Fragment Orbitals (FOs), such that the SFOs transform as the
irreducible representations of the (molecular) symmetry group. Each SFO is therefore characterized by
an irrep of the molecule and by a few (or only one) generating FOs

....


 Summary of a frequency scan in the requested range:
(One component per degenerate irreducible representations, degeneracy is not counted in the intens.)
---------------------------------------------------------------------------------------------------
Frequency, cm**(-1)      Dipol moment derivatives (a.u.)      IR Intensity   Force const   Red.mass
   Old      New                X         Y         Z            km/mole          a.u.        a.u.
---------------------------------------------------------------------------------------------------
Vibration symmetry: A
  -51.657    52.760         -0.101     0.054     0.002           12.836      0.00251441   23.868787
  -27.178    37.410         -0.023    -0.032     0.032            2.528      0.00120976   22.841882
   16.489      not re-calculated (not in the required range)
   34.998      not re-calculated (not in the required range)
   37.572      not re-calculated (not in the required range)
   46.567      not re-calculated (not in the required range)
   58.375      not re-calculated (not in the required range)
   58.904      not re-calculated (not in the required range)
   72.413      not re-calculated (not in the required range)
   76.848      not re-calculated (not in the required range)
   79.477      not re-calculated (not in the required range)
   88.491      not re-calculated (not in the required range)
   93.808      not re-calculated (not in the required range)
  107.983      not re-calculated (not in the required range)
  115.865      not re-calculated (not in the required range)
  125.710      not re-calculated (not in the required range)
  130.932      not re-calculated (not in the required range)
  137.110      not re-calculated (not in the required range)
  145.822      not re-calculated (not in the required range)
  159.225      not re-calculated (not in the required range)
  180.310      not re-calculated (not in the required range)
  182.831      not re-calculated (not in the required range)
  191.535      not re-calculated (not in the required range)
  200.688      not re-calculated (not in the required range)
  202.939      not re-calculated (not in the required range)
  215.655      not re-calculated (not in the required range)
  219.853      not re-calculated (not in the required range)
  235.919      not re-calculated (not in the required range)
  252.113      not re-calculated (not in the required range)
  256.325      not re-calculated (not in the required range)
  262.495      not re-calculated (not in the required range)
  268.801      not re-calculated (not in the required range)
  278.108      not re-calculated (not in the required range)
  284.339      not re-calculated (not in the required range)
  295.820      not re-calculated (not in the required range)
  301.502      not re-calculated (not in the required range)
  305.006      not re-calculated (not in the required range)
  313.884      not re-calculated (not in the required range)
  322.161      not re-calculated (not in the required range)
  347.060      not re-calculated (not in the required range)
  352.966      not re-calculated (not in the required range)
  365.039      not re-calculated (not in the required range)
  367.435      not re-calculated (not in the required range)
  387.534      not re-calculated (not in the required range)
  411.988      not re-calculated (not in the required range)
  414.426      not re-calculated (not in the required range)
  419.283      not re-calculated (not in the required range)
  446.483      not re-calculated (not in the required range)
  477.122      not re-calculated (not in the required range)
  484.528      not re-calculated (not in the required range)
  492.307      not re-calculated (not in the required range)
  528.129      not re-calculated (not in the required range)
  537.292      not re-calculated (not in the required range)
  558.294      not re-calculated (not in the required range)
  579.671      not re-calculated (not in the required range)
  599.544      not re-calculated (not in the required range)
  604.648      not re-calculated (not in the required range)
  617.953      not re-calculated (not in the required range)
  622.328      not re-calculated (not in the required range)
  634.384      not re-calculated (not in the required range)
  644.496      not re-calculated (not in the required range)
  681.808      not re-calculated (not in the required range)
  696.942      not re-calculated (not in the required range)
  731.533      not re-calculated (not in the required range)
  739.170      not re-calculated (not in the required range)
  759.981      not re-calculated (not in the required range)
  770.690      not re-calculated (not in the required range)
  786.097      not re-calculated (not in the required range)
  790.427      not re-calculated (not in the required range)
  817.302      not re-calculated (not in the required range)
  821.664      not re-calculated (not in the required range)
  825.339      not re-calculated (not in the required range)
  829.275      not re-calculated (not in the required range)
  843.819      not re-calculated (not in the required range)
  846.803      not re-calculated (not in the required range)
  876.784      not re-calculated (not in the required range)
  897.441      not re-calculated (not in the required range)
  903.464      not re-calculated (not in the required range)
  907.962      not re-calculated (not in the required range)
  925.490      not re-calculated (not in the required range)
  936.783      not re-calculated (not in the required range)
  938.951      not re-calculated (not in the required range)
  954.648      not re-calculated (not in the required range)
  967.503      not re-calculated (not in the required range)
  975.074      not re-calculated (not in the required range)
 1087.951      not re-calculated (not in the required range)
 1089.758      not re-calculated (not in the required range)
 1098.617      not re-calculated (not in the required range)
 1126.333      not re-calculated (not in the required range)
 1142.157      not re-calculated (not in the required range)
 1244.525      not re-calculated (not in the required range)
 1250.542      not re-calculated (not in the required range)
 1291.887      not re-calculated (not in the required range)
 1338.245      not re-calculated (not in the required range)
 1345.848      not re-calculated (not in the required range)
 1365.448      not re-calculated (not in the required range)
 1462.133      not re-calculated (not in the required range)
 1474.467      not re-calculated (not in the required range)
 1505.224      not re-calculated (not in the required range)
 1576.430      not re-calculated (not in the required range)
 1586.143      not re-calculated (not in the required range)
 1650.210      not re-calculated (not in the required range)
 1667.972      not re-calculated (not in the required range)
 2685.132      not re-calculated (not in the required range)
 2776.478      not re-calculated (not in the required range)
 2968.122      not re-calculated (not in the required range)
 3039.335      not re-calculated (not in the required range)
 3093.392      not re-calculated (not in the required range)
 3108.811      not re-calculated (not in the required range)
 3123.347      not re-calculated (not in the required range)
 3139.558      not re-calculated (not in the required range)
 3277.441      not re-calculated (not in the required range)
 3409.905      not re-calculated (not in the required range)
 3555.962      not re-calculated (not in the required range)
 3623.176      not re-calculated (not in the required range)
 3632.115      not re-calculated (not in the required range)
 3675.220      not re-calculated (not in the required range)
===================================================================================================

...

***************************************************************************************************






Output text



<comment class="example.output" id="adf.build">
        <module cmlx:templateRef="adf.build">
            <module cmlx:templateRef="scanfreq">
               <list cmlx:templateRef="scanfreq">
                  <array dataType="xsd:double" dictRef="a:oldfreq" size="2" units="nonsi:cm-1">-51.657 -27.178</array>
                  <array dataType="xsd:double" dictRef="a:newfreq" size="2" units="nonsi:cm-1">52.760 37.410</array>
                  <array dataType="xsd:double" dictRef="a:dipolederivX" size="2" units="nonsi:hartree">-0.101 -0.023</array>
                  <array dataType="xsd:double" dictRef="a:dipolederivY" size="2" units="nonsi:hartree">0.054 -0.032</array>
                  <array dataType="xsd:double" dictRef="a:dipolederivZ" size="2" units="nonsi:hartree">0.002 0.032</array>
                  <array dataType="xsd:double" dictRef="cc:irintensity" size="2" units="nonsi2:km.mol-1">12.836 2.528</array>
                  <array dataType="xsd:double" dictRef="cc:forceconst" size="2" units="nonsi:hartree">0.00251441 0.00120976</array>
                  <array dataType="xsd:double" dictRef="cc:redmass" size="2" units="nonsi:hartree">23.868787 22.841882</array>
               </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="scanfreq" pattern="\s*Summary\sof\sa\sfrequency\sscan\sin\sthe\srequested\srange.*" endPattern="\s*={20,}.*" endPattern2="~" endOffset="0" repeat="*">    <templateList>      <template pattern="\s*Frequency.*" endPattern="\s*\-?[0-9]+.*" endOffset="0">        <record repeat="*" />
                </template>      <template pattern="\s*\-?[0-9]+.*" endPattern=".*not\sre-calculated\s\(not\sin\sthe\srequired\srange.*" endOffset="0">        <record repeat="*" makeArray="true" id="scanfreq">{F,a:oldfreq}{F,a:newfreq}{F,a:dipolederivX}{F,a:dipolederivY}{F,a:dipolederivZ}{F,cc:irintensity}{F,cc:forceconst}{F,cc:redmass}</record>
                </template>      <transform process="addUnits" xpath=".//cml:array[@dictRef='a:oldfreq']" value="nonsi:cm-1" />      <transform process="addUnits" xpath=".//cml:array[@dictRef='a:newfreq']" value="nonsi:cm-1" />      <transform process="addUnits" xpath=".//cml:array[@dictRef='a:dipolederivX']" value="nonsi:hartree" />      <transform process="addUnits" xpath=".//cml:array[@dictRef='a:dipolederivY']" value="nonsi:hartree" />      <transform process="addUnits" xpath=".//cml:array[@dictRef='a:dipolederivZ']" value="nonsi:hartree" />      <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:irintensity']" value="nonsi2:km.mol-1" />      <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:forceconst']" value="nonsi:hartree" />      <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:redmass']" value="nonsi:hartree" />      <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='scanfreq']" />e
                      <transform process="delete" xpath=".//cml:list[count(*) = 0]" />      <transform process="delete" xpath=".//cml:list[count(*) = 0]" />      <transform process="delete" xpath=".//cml:module[count(*) = 0]" />
            </templateList>
        </template>
    </templateList>
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adf.results



	orbital.energies

	orbital.energies.spin

	fit.test

	mulliken

	sfo.population








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	adf.results



	pattern

	\s*\*\s*R\sE\sS\sU\sL\sT\sS\s*\*.*



	endPattern

	.*$\s*\*{20,}.*$(\s*\(LOGFILE\).*)



	endPattern2

	\s*$\s*$\s{35,}\*{15,}$\s{35,}\*\s+.*



	endPattern3

	\s*\*{70,}.*$\s*$\s*A\s+D\s+F\s+E\s+X\s+I\s+T\s*



	endPattern4

	\s*AMS\sapplication\sfinished.\sExiting.*



	offset

	-1



	endOffset

	1



	repeat

	*



	xml:base

	adf/results/results.xml







Comment



                                                *******************
                                                *  R E S U L T S  *
                                                *******************


 Orbital Energies, all Irreps
 ========================================

 Irrep        no.  (spin)   Occup              E (au)                E (eV)
 ---------------------------------------------------------------------------
 F             1            14.00       -0.36757674632897E+00       -10.0023
 D             2             0.00        0.59810837659445E-01         1.6275
...

 Orbital Energies, all Irreps, both Spins
 ========================================

 Irrep        no.  (spin)   Occup              E (au)                E (eV)
 ---------------------------------------------------------------------------
 A1            1     A       1.00       -0.22582773237906E+01       -61.4509
 A1            1      B      1.00       -0.22573719983754E+01       -61.4262
 A1            2     A       1.00       -0.22570204339745E+01       -61.4167
...

 =======================================================
 S F O   P O P U L A T I O N S ,   M O   A N A L Y S I S
 =======================================================
 ...


 Fit test: (difference of exact and fit density, squared integrated, result summed over spins)
         Sum-of-Fragments:                             0.00000604855883
         Orthogonalized Fragments:                     0.01126932738939
         SCF:                                          0.00379056264226
...

 =======================================
 M U L L I K E N   P O P U L A T I O N S
 =======================================
...

 =========================================
 Quadrupole Moment (Buckingham convention)  ***  (a.u.)  ***
 =========================================
...

 ==========
 S**2 value  ***  see also R. Bulo et al., J.Am.Chem.Soc., 124 (2002) 13903-13910, note (29)  ***
 ==========
...

 ===========================
 B O N D I N G   E N E R G Y  ***  (decomposition)  ***
 ===========================
...

 ***************************************************************************************************






Template definition



<templateList>  <xi:include href="results/orbital.energies.xml" />  <xi:include href="results/orbital.energies.spin.xml" />  <xi:include href="results/fit.test.xml" />  <xi:include href="results/mulliken.xml" />  <xi:include href="results/sfo.population.xml" />
    </templateList>
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orbital.energies


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	orbital.energies



	name

	Orbital Energies, all Irreps



	pattern

	\s+Orbital\sEnergies,\sall\sIrreps\s*



	endPattern

	(\s*\S+\s*){5}+\s*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	results/orbital.energies.xml







Input



Orbital Energies, all Irreps
========================================

Irrep        no.  (spin)   Occup              E (au)                E (eV)
---------------------------------------------------------------------------
F             1            14.00       -0.36757674632897E+00       -10.0023
S             1             2.00       -0.17807967614530E+00        -4.8458
D             1             1.00       -0.65673904079374E-01        -1.7871
P             1             0.00       -0.21381529425854E-01        -0.5818
S             2             0.00        0.26879232235995E-01         0.7314
D             2             0.00        0.59810837659445E-01         1.6275
S             3             0.00        0.41593031488421E+00        11.3180
D             3             0.00        0.55856291553914E+00        15.1993
F             2             0.00        0.12445144510448E+01        33.8650
F             3             0.00        0.10105604536582E+02       274.9875
S             4             0.00        0.28122880530536E+04     76526.2516






Output text



<comment class="example.output" id="orbital.energies">
        <module cmlx:lineCount="16" cmlx:templateRef="orbital.energies">
          <list cmlx:lineCount="11" cmlx:templateRef="energies">
            <array dataType="xsd:string" dictRef="cc:irrep" size="11">F S D P S D S D F F S</array>
            <array dataType="xsd:integer" dictRef="cc:serial" size="11">1 1 1 1 2 2 3 3 2 3 4</array>
            <array dataType="xsd:double" dictRef="cc:occup" size="11">14.0 2.0 1.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
            <array dataType="xsd:double" dictRef="cc:energy" units="nonsi:electronvolt" size="11">-10.0023 -4.8458 -1.7871 -0.5818 0.7314 1.6275 11.318 15.1993 33.865 274.9875 76526.2516</array>
          </list>
        </module>
    </comment>






Template definition



<record repeat="5" />
<record id="energies" repeat="*" makeArray="true">{A,cc:irrep}{I,cc:serial}{F,cc:occup}\s+\S+\s+{F,cc:energy}</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
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orbital.energies.spin


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	orbital.energies.spin



	name

	Orbital Energies, all Irreps, both Spins



	pattern

	\s*Orbital\sEnergies,\sall\sIrreps,\sboth\sSpins.*



	endPattern

	(\s*\S+\s*){6}+\s*$\s*



	endOffset

	1



	xml:base

	results/orbital.energies.spin.xml







Input



Orbital Energies, all Irreps, both Spins
========================================

Irrep        no.  (spin)   Occup              E (au)                E (eV)
---------------------------------------------------------------------------
A1            1     A       1.00       -0.22582773237906E+01       -61.4509
A1            1      B      1.00       -0.22573719983754E+01       -61.4262
A1            2     A       1.00       -0.22570204339745E+01       -61.4167
E1            1     A       2.00       -0.22569404938931E+01       -61.4145
B1            1     A       1.00       -0.22568531720016E+01       -61.4121
A1            2      B      1.00       -0.22545023241911E+01       -61.3481
E1            1      B      2.00       -0.22544195474171E+01       -61.3459
B1            1      B      1.00       -0.22543311267905E+01       -61.3435
A1            3     A       1.00       -0.22449540156644E+01       -61.0883
E1            2     A       2.00       -0.22448505218993E+01       -61.0855
B1            2     A       1.00       -0.22447507790849E+01       -61.0828
A1            3      B      1.00       -0.22434956855654E+01       -61.0486
E1            2      B      2.00       -0.22433919573608E+01       -61.0458
B1            2      B      1.00       -0.22432915835482E+01       -61.0431
A1            4     A       1.00       -0.18506457393491E+01       -50.3586
A1            4      B      1.00       -0.18240262262113E+01       -49.6343
A1            5     A       1.00       -0.96666238235279E+00       -26.3042
A1            5      B      1.00       -0.96558581954642E+00       -26.2749
E1            3     A       2.00       -0.96481295942134E+00       -26.2539
A1            6     A       1.00       -0.96396454175526E+00       -26.2308
E1            3      B      2.00       -0.96338280046639E+00       -26.2150
A1            6      B      1.00       -0.96316838952579E+00       -26.2091
B1            3     A       1.00       -0.96314194511333E+00       -26.2084
B1            3      B      1.00       -0.96178546307022E+00       -26.1715
B2            1     A       1.00       -0.95961662050769E+00       -26.1125
E1            4     A       2.00       -0.95847430509406E+00       -26.0814
E1            5     A       2.00       -0.95671105889877E+00       -26.0334
E1            4      B      2.00       -0.95653952754415E+00       -26.0288
B2            1      B      1.00       -0.95537764230143E+00       -25.9971
A1            7     A       1.00       -0.95530797618508E+00       -25.9953
B1            4     A       1.00       -0.95509474114084E+00       -25.9895
A2            1     A       1.00       -0.95434084293603E+00       -25.9689
E1            6     A       2.00       -0.95432039082340E+00       -25.9684
A1            8     A       1.00       -0.95375892219970E+00       -25.9531
A1            7      B      1.00       -0.95298842832558E+00       -25.9321
E1            5      B      2.00       -0.95253408842284E+00       -25.9198
E1            7     A       2.00       -0.95238175203252E+00       -25.9156
E1            6      B      2.00       -0.95154939090686E+00       -25.8930
A1            8      B      1.00       -0.95119174662343E+00       -25.8832
B1            4      B      1.00       -0.95091571806700E+00       -25.8757
B1            5     A       1.00       -0.95056499853468E+00       -25.8662
E1            7      B      2.00       -0.95052623066239E+00       -25.8651
A2            1      B      1.00       -0.95004854405211E+00       -25.8521
B1            5      B      1.00       -0.94977841763989E+00       -25.8448
B2            2     A       1.00       -0.94749674287500E+00       -25.7827
B2            2      B      1.00       -0.94506112488852E+00       -25.7164
E1            8     A       2.00       -0.94431376856528E+00       -25.6961
A1            9     A       1.00       -0.94271942345589E+00       -25.6527
E1            9     A       2.00       -0.94241573243398E+00       -25.6444
B1            6     A       1.00       -0.94215410693962E+00       -25.6373
E1            8      B      2.00       -0.94192247423352E+00       -25.6310
A2            2     A       1.00       -0.94176298452313E+00       -25.6267






Output text



<comment class="example.output" id="orbital.energies.spin">
        <module cmlx:lineCount="57" cmlx:templateRef="orbital.energies.spin">
            <list cmlx:lineCount="52" cmlx:templateRef="energies">
                <array dataType="xsd:string" dictRef="cc:irrep" size="52">A1 A1 A1 E1 B1 A1 E1 B1 A1 E1 B1 A1 E1 B1 A1 A1 A1 A1 E1 A1 E1 A1 B1 B1 B2 E1 E1 E1 B2 A1 B1 A2 E1 A1 A1 E1 E1 E1 A1 B1 B1 E1 A2 B1 B2 B2 E1 A1 E1 B1 E1 A2</array>
                <array dataType="xsd:integer" dictRef="cc:serial" size="52">1 1 2 1 1 2 1 1 3 2 2 3 2 2 4 4 5 5 3 6 3 6 3 3 1 4 5 4 1 7 4 1 6 8 7 5 7 6 8 4 5 7 1 5 2 2 8 9 9 6 8 2</array>
                <array dataType="xsd:string" dictRef="cc:spin" size="52">A B A A A B B B A A A B B B A B A B A A B B A B A A A B B A A A A A B B A B B B A B B B A B A A A A B A</array>
                <array dataType="xsd:double" dictRef="cc:occup" size="52">1.0 1.0 1.0 2.0 1.0 1.0 2.0 1.0 1.0 2.0 1.0 1.0 2.0 1.0 1.0 1.0 1.0 1.0 2.0 1.0 2.0 1.0 1.0 1.0 1.0 2.0 2.0 2.0 1.0 1.0 1.0 1.0 2.0 1.0 1.0 2.0 2.0 2.0 1.0 1.0 1.0 2.0 1.0 1.0 1.0 1.0 2.0 1.0 2.0 1.0 2.0 1.0</array>
                <array dataType="xsd:double" dictRef="cc:energy" size="52" units="nonsi:electronvolt">-61.4509 -61.4262 -61.4167 -61.4145 -61.4121 -61.3481 -61.3459 -61.3435 -61.0883 -61.0855 -61.0828 -61.0486 -61.0458 -61.0431 -50.3586 -49.6343 -26.3042 -26.2749 -26.2539 -26.2308 -26.215 -26.2091 -26.2084 -26.1715 -26.1125 -26.0814 -26.0334 -26.0288 -25.9971 -25.9953 -25.9895 -25.9689 -25.9684 -25.9531 -25.9321 -25.9198 -25.9156 -25.893 -25.8832 -25.8757 -25.8662 -25.8651 -25.8521 -25.8448 -25.7827 -25.7164 -25.6961 -25.6527 -25.6444 -25.6373 -25.631 -25.6267</array>
            </list>
        </module>
    </comment>






Template definition



<record repeat="5" />
<record id="energies" makeArray="true" repeat="*">{A,cc:irrep}{I,cc:serial}{A,cc:spin}{F,cc:occup}\s+\S+\s+{F,cc:energy}</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
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fit.test


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	fit.test



	name

	Fit test



	pattern

	\s*Fit\stest:.*



	endPattern

	\s*SCF:.*



	endOffset

	1



	repeat

	*



	xml:base

	results/fit.test.xml







Input



Fit test: (difference of exact and fit density, squared integrated, result summed over spins)
        Sum-of-Fragments:                             0.00000604855883
        Orthogonalized Fragments:                     0.01126932738939
        SCF:                                          0.00379056264226






Output text



<comment class="example.output" id="fit.test">
        <module cmlx:lineCount="4" cmlx:templateRef="fit.test">
            <scalar dataType="xsd:double" dictRef="cc:sumfragments">6.04855883E-6</scalar>
            <scalar dataType="xsd:double" dictRef="cc:ortho">0.01126932738939</scalar>
            <scalar dataType="xsd:double" dictRef="cc:fitscf">0.00379056264226</scalar>
        </module>
    </comment>






Template definition



<record repeat="1" />
<templateList>  <template pattern="\s*Sum-of-Fragments.*" endPattern=".*" endOffset="0">    <record>\s*Sum-of-Fragments:{F,cc:sumfragments}</record>
        </template>  <template pattern="\s*Orthogonalized\sFragments.*" endPattern=".*" endOffset="0">    <record>\s*Orthogonalized\sFragments:{F,cc:ortho}</record>
        </template>  <template pattern="\s*SCF.*" endPattern=".*" endPattern2="~" endOffset="0">    <record>\s*SCF:{F,cc:fitscf}</record>
        </template>
    </templateList>
<transform process="pullup" repeat="2" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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mulliken


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	mulliken



	name

	Mulliken populations



	pattern

	\s*M\sU&
#92;sL\sL\sI\sK\sE\sN\s+P\sO\sP\sU\sL\sA\sT\sI\sO\sN\sS.*



	endPattern

	\s*={5,}+\s*$\s*.*$\s*={5,}+.*



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	results/mulliken.xml







Input



=======================================
M U L L I K E N   P O P U L A T I O N S
=======================================

The survey below gives for each atom:
a) the total charge (Z minus electrons)
b) the net spin polarization (nr of electrons spin-A minus spin-B)
c) for each spin the atomic electron valence density (integrated) per L-value.

Atom              Charge    Spin density          S         P         D         F
----              ------    ------------       ------    ------    ------    ------
1 V               0.0000                       4.0000    6.0000    3.0000    0.0000






Input



=======================================
M U L L I K E N   P O P U L A T I O N S
=======================================

The survey below gives for each atom:
a) the total charge (Z minus electrons)
b) the net spin polarization (nr of electrons spin-A minus spin-B)
c) for each spin the atomic electron valence density (integrated) per L-value.

Atom              Charge    Spin density          S         P         D         F
----              ------    ------------       ------    ------    ------    ------
1 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
2 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
3 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
4 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
5 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
6 W               2.4242          0.0287   A:  1.0491    3.0482    1.6903    7.0146
                                           B:  1.0488    3.0479    1.6623    7.0146
7 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
8 W               2.4557          0.0105   A:  1.0460    3.0467    1.6701    7.0147
                                           B:  1.0457    3.0466    1.6600    7.0147
9 V               1.7257          0.7502   A:  0.9934    3.0815    1.9374    0.0000
                                           B:  0.9765    3.0591    1.2265    0.0000
10 W              2.3293          0.0910   A:  1.0531    3.0495    1.7635    7.0147
                                           B:  1.0498    3.0468    1.6785    7.0147
11 O             -1.1604         -0.0024   A:  0.9585    2.6093    0.0111    0.0000
                                           B:  0.9584    2.6118    0.0111    0.0000
12 O             -1.1754         -0.0003   A:  0.9595    2.6156    0.0125    0.0000
                                           B:  0.9595    2.6159    0.0125    0.0000
13 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
14 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
15 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
16 O             -0.9631          0.0277   A:  0.9705    2.5082    0.0167    0.0000
                                           B:  0.9700    2.4809    0.0168    0.0000
17 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
18 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
19 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
20 O             -0.9580          0.0090   A:  0.9710    2.4958    0.0167    0.0000
                                           B:  0.9708    2.4869    0.0168    0.0000
21 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
22 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
23 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
24 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
25 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
26 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
27 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
28 O             -0.8859         -0.0099   A:  0.9705    2.4506    0.0169    0.0000
                                           B:  0.9717    2.4619    0.0144    0.0000
29 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
30 O             -0.9452          0.0011   A:  0.9692    2.4882    0.0158    0.0000
                                           B:  0.9693    2.4874    0.0154    0.0000
31 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
32 O             -0.9305         -0.0025   A:  0.9639    2.4866    0.0135    0.0000
                                           B:  0.9640    2.4891    0.0135    0.0000
33 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
34 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
35 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000
36 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000
37 O             -0.8586         -0.0744   A:  0.9769    2.4037    0.0115    0.0000
                                           B:  0.9784    2.4775    0.0106    0.0000
38 O             -0.8922         -0.0057   A:  0.9692    2.4594    0.0146    0.0000
                                           B:  0.9693    2.4652    0.0145    0.0000
39 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
40 O             -0.8501         -0.0033   A:  0.9737    2.4339    0.0158    0.0000
                                           B:  0.9738    2.4372    0.0157    0.0000
41 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000
42 O             -0.8391         -0.0009   A:  0.9750    2.4281    0.0160    0.0000
                                           B:  0.9750    2.4290    0.0159    0.0000






Input



=======================================
M U L L I K E N   P O P U L A T I O N S
=======================================

The survey below gives for each atom:
a) the total charge (Z minus electrons)
b) the net spin polarization (nr of electrons spin-A minus spin-B)
c) for each spin the atomic electron valence density (integrated) per L-value.

Atom              Charge    Spin density          S         P         D         F
----              ------    ------------       ------    ------    ------    ------
1 Mo              2.3148                       1.9112    6.0878    3.6862    0.0000
2 Mo              2.3148                       1.9112    6.0878    3.6862    0.0000
3 Mo              2.2875                       1.9048    6.1056    3.7021    0.0000
4 W               2.4168                       2.0717    6.1305    3.3523   14.0288
5 W               2.3976                       2.0796    6.1330    3.3611   14.0287
6 W               2.3976                       2.0796    6.1330    3.3611   14.0287
7 O              -1.2419                       1.9128    5.3005    0.0286    0.0000
8 O              -0.8605                       1.9513    4.8800    0.0292    0.0000
9 O              -0.8605                       1.9513    4.8800    0.0292    0.0000
10 O             -0.8834                       1.9495    4.9027    0.0312    0.0000
11 O             -0.8834                       1.9495    4.9027    0.0312    0.0000
12 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
13 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
14 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
15 O             -0.8809                       1.9509    4.8988    0.0312    0.0000
16 O             -0.8783                       1.9520    4.8950    0.0313    0.0000
17 O             -0.8783                       1.9520    4.8950    0.0313    0.0000
18 O             -0.9097                       1.9491    4.9273    0.0334    0.0000
19 O             -0.9097                       1.9491    4.9273    0.0334    0.0000
20 O             -0.6859                       1.9751    4.6770    0.0337    0.0000
21 O             -0.6859                       1.9751    4.6770    0.0337    0.0000
22 O             -0.6851                       1.9751    4.6762    0.0338    0.0000
23 O             -0.7487                       1.9640    4.7484    0.0363    0.0000
24 O             -0.7471                       1.9639    4.7469    0.0363    0.0000
25 O             -0.7471                       1.9639    4.7469    0.0363    0.0000






Output text



<comment class="example.output" id="mulliken">
        <module cmlx:lineCount="640" cmlx:templateRef="mulliken">
            <module cmlx:lineCount="3" cmlx:templateRef="charges">
                <list id="row" cmlx:templateRef="row">
                    <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">W</scalar>
                    <scalar dataType="xsd:double" dictRef="x:charge">0.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalS">4.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalP">6.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalD">4.0</scalar>
                    <scalar dataType="xsd:double" dictRef="a:orbitalF">14.0</scalar>
                </list>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="mulliken.2">
        <module cmlx:lineCount="613" cmlx:templateRef="mulliken">
            <module cmlx:lineCount="86" cmlx:templateRef="charges">
                <list id="row" cmlx:templateRef="row">
                    <array dataType="xsd:integer" size="42" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42</array>
                    <array dataType="xsd:string" size="42" dictRef="cc:elementType">W W W W W W W W V W O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O</array>
                    <array dataType="xsd:double" size="42" dictRef="x:charge">2.4242 2.4242 2.4557 2.4557 2.4242 2.4242 2.4557 2.4557 1.7257 2.3293 -1.1604 -1.1754 -0.9631 -0.9631 -0.9631 -0.9631 -0.958 -0.958 -0.958 -0.958 -0.8859 -0.8859 -0.9452 -0.9452 -0.9305 -0.9305 -0.8859 -0.8859 -0.9452 -0.9452 -0.9305 -0.9305 -0.8501 -0.8501 -0.8391 -0.8391 -0.8586 -0.8922 -0.8501 -0.8501 -0.8391 -0.8391</array>
                    <array dataType="xsd:double" size="42" dictRef="a:spinDensity">0.0287 0.0287 0.0105 0.0105 0.0287 0.0287 0.0105 0.0105 0.7502 0.091 -0.0024 -3.0E-4 0.0277 0.0277 0.0277 0.0277 0.009 0.009 0.009 0.009 -0.0099 -0.0099 0.0011 0.0011 -0.0025 -0.0025 -0.0099 -0.0099 0.0011 0.0011 -0.0025 -0.0025 -0.0033 -0.0033 -9.0E-4 -9.0E-4 -0.0744 -0.0057 -0.0033 -0.0033 -9.0E-4 -9.0E-4</array>
                    <array dataType="xsd:string" size="84" dictRef="a:spin">A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B A B</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalS">1.0491 1.0488 1.0491 1.0488 1.046 1.0457 1.046 1.0457 1.0491 1.0488 1.0491 1.0488 1.046 1.0457 1.046 1.0457 0.9934 0.9765 1.0531 1.0498 0.9585 0.9584 0.9595 0.9595 0.9705 0.97 0.9705 0.97 0.9705 0.97 0.9705 0.97 0.971 0.9708 0.971 0.9708 0.971 0.9708 0.971 0.9708 0.9705 0.9717 0.9705 0.9717 0.9692 0.9693 0.9692 0.9693 0.9639 0.964 0.9639 0.964 0.9705 0.9717 0.9705 0.9717 0.9692 0.9693 0.9692 0.9693 0.9639 0.964 0.9639 0.964 0.9737 0.9738 0.9737 0.9738 0.975 0.975 0.975 0.975 0.9769 0.9784 0.9692 0.9693 0.9737 0.9738 0.9737 0.9738 0.975 0.975 0.975 0.975</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalP">3.0482 3.0479 3.0482 3.0479 3.0467 3.0466 3.0467 3.0466 3.0482 3.0479 3.0482 3.0479 3.0467 3.0466 3.0467 3.0466 3.0815 3.0591 3.0495 3.0468 2.6093 2.6118 2.6156 2.6159 2.5082 2.4809 2.5082 2.4809 2.5082 2.4809 2.5082 2.4809 2.4958 2.4869 2.4958 2.4869 2.4958 2.4869 2.4958 2.4869 2.4506 2.4619 2.4506 2.4619 2.4882 2.4874 2.4882 2.4874 2.4866 2.4891 2.4866 2.4891 2.4506 2.4619 2.4506 2.4619 2.4882 2.4874 2.4882 2.4874 2.4866 2.4891 2.4866 2.4891 2.4339 2.4372 2.4339 2.4372 2.4281 2.429 2.4281 2.429 2.4037 2.4775 2.4594 2.4652 2.4339 2.4372 2.4339 2.4372 2.4281 2.429 2.4281 2.429</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalD">1.6903 1.6623 1.6903 1.6623 1.6701 1.66 1.6701 1.66 1.6903 1.6623 1.6903 1.6623 1.6701 1.66 1.6701 1.66 1.9374 1.2265 1.7635 1.6785 0.0111 0.0111 0.0125 0.0125 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0167 0.0168 0.0169 0.0144 0.0169 0.0144 0.0158 0.0154 0.0158 0.0154 0.0135 0.0135 0.0135 0.0135 0.0169 0.0144 0.0169 0.0144 0.0158 0.0154 0.0158 0.0154 0.0135 0.0135 0.0135 0.0135 0.0158 0.0157 0.0158 0.0157 0.016 0.0159 0.016 0.0159 0.0115 0.0106 0.0146 0.0145 0.0158 0.0157 0.0158 0.0157 0.016 0.0159 0.016 0.0159</array>
                    <array dataType="xsd:double" size="84" dictRef="a:orbitalF">7.0146 7.0146 7.0146 7.0146 7.0147 7.0147 7.0147 7.0147 7.0146 7.0146 7.0146 7.0146 7.0147 7.0147 7.0147 7.0147 0.0 0.0 7.0147 7.0147 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
                </list>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="mulliken.3">
        <module cmlx:lineCount="182" cmlx:templateRef="mulliken">
            <module cmlx:lineCount="27" cmlx:templateRef="charges">
                <list id="row" cmlx:templateRef="row">
                    <array dataType="xsd:integer" size="25" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25</array>
                    <array dataType="xsd:string" size="25" dictRef="cc:elementType">Mo Mo Mo W W W O O O O O O O O O O O O O O O O O O O</array>
                    <array dataType="xsd:double" size="25" dictRef="x:charge">2.3148 2.3148 2.2875 2.4168 2.3976 2.3976 -1.2419 -0.8605 -0.8605 -0.8834 -0.8834 -0.8809 -0.8809 -0.8809 -0.8809 -0.8783 -0.8783 -0.9097 -0.9097 -0.6859 -0.6859 -0.6851 -0.7487 -0.7471 -0.7471</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalS">1.9112 1.9112 1.9048 2.0717 2.0796 2.0796 1.9128 1.9513 1.9513 1.9495 1.9495 1.9509 1.9509 1.9509 1.9509 1.952 1.952 1.9491 1.9491 1.9751 1.9751 1.9751 1.964 1.9639 1.9639</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalP">6.0878 6.0878 6.1056 6.1305 6.133 6.133 5.3005 4.88 4.88 4.9027 4.9027 4.8988 4.8988 4.8988 4.8988 4.895 4.895 4.9273 4.9273 4.677 4.677 4.6762 4.7484 4.7469 4.7469</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalD">3.6862 3.6862 3.7021 3.3523 3.3611 3.3611 0.0286 0.0292 0.0292 0.0312 0.0312 0.0312 0.0312 0.0312 0.0312 0.0313 0.0313 0.0334 0.0334 0.0337 0.0337 0.0338 0.0363 0.0363 0.0363</array>
                    <array dataType="xsd:double" size="25" dictRef="a:orbitalF">0.0 0.0 0.0 14.0288 14.0287 14.0287 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="charges" pattern="\s*Atom\s*Charge\s*Spin density.*" endPattern="\s*" endOffset="0">    <record repeat="2" />    <templateList>      <template pattern="(\s*\S+\s*){9}+" endPattern=".*" endPattern2="~" endOffset="1" repeat="*">        <record id="1">{I,cc:serial}{A,cc:elementType}{F,x:charge}{F,a:spinDensity}{A,a:spin}:{F,a:orbitalS}{F,a:orbitalP}{F,a:orbitalD}{F,a:orbitalF}</record>        <record>\s*{A,a:spin}:{F,a:orbitalS}{F,a:orbitalP}{F,a:orbitalD}{F,a:orbitalF}</record>
                </template>      <template pattern="(\s*\S+\s*){7}+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record id="2">{I,cc:serial}{A,cc:elementType}{F,x:charge}{F,a:orbitalS}{F,a:orbitalP}{F,a:orbitalD}{F,a:orbitalF}</record>
                </template>
            </templateList>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:charge']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:spinDensity']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:spin']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalS']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalP']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalD']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='a:orbitalF']" />    <transform process="pullup" repeat="3" xpath=".//cml:scalar" />    <transform process="pullup" repeat="3" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:array[@dictRef='spin']" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />    <transform process="addChild" xpath="." elementName="cml:list" id="row" />    <transform process="addAttribute" xpath=".//cml:list[@id='row']" name="cmlx:templateRef" value="row" />    <transform process="move" xpath=".//cml:array" to=".//cml:list[@cmlx:templateRef='row']" />    <transform process="move" xpath=".//cml:scalar" to=".//cml:list[@cmlx:templateRef='row']" />
        </template>

    </templateList>
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Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	sfo.population



	name

	SFO populations, MO analysis



	pattern

	\s*S\sF\sO\s+P\sO\sP\sU&#
92;sL\sA\sT\sI\sO\sN\sS.*M\sO\s+A\sN\sA\sL\sY\sS\sI\sS\s*



	endPattern

	\s*={10,}+.*$[\s\S]+$\s*={10,}+.*



	endPattern2

	~



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	results/sfo.population.xml







Comment



 =======================================================
 S F O   P O P U L A T I O N S ,   M O   A N A L Y S I S
 =======================================================
...

 List of all MOs, ordered by energy, with the most significant SFO gross populations
 ===================================================================================

 Each percentage contribution in the table below corresponds to the indicated SFO.
 In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
 or on symmetry-related Fragments. Only the first 'member' of such a combination is
 specified here. A full definition of all SFOs is given in an earlier part of the output.
 The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
 from one for each symmetry representation, as in the SFO definition list earlier.

       E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
 -------------------------------------------------------------------------------------

     -14.381  2.00    11 A1.g      38.37%     1 S             -24.134  2.00    13 O
                                   28.43%     1 S             -24.134  2.00    21 O
                                   14.01%     1 S             -24.134  2.00    25 O
...






Input



List of all MOs, ordered by energy, with the most significant SFO gross populations
===================================================================================

Each percentage contribution in the table below corresponds to the indicated SFO.
In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
or on symmetry-related Fragments. Only the first 'member' of such a combination is
specified here. A full definition of all SFOs is given in an earlier part of the output.
The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
from one for each symmetry representation, as in the SFO definition list earlier.

      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

    -14.381  2.00    11 A1.g      38.37%     1 S             -24.134  2.00    13 O
                                  28.43%     1 S             -24.134  2.00    21 O
                                  14.01%     1 S             -24.134  2.00    25 O
                                   6.86%     1 S             -24.134  2.00    11 O
                                   3.39%     1 S             -24.134  2.00    33 O
                                   3.36%     2 S              -5.836  2.00     1 W
                                  -1.08%     3 S               1.298  0.00     1 W
                                   1.06%     1 P:x            -9.197  1.33    13 O
    -14.212  2.00    11 A2.u      52.14%     1 S             -24.134  2.00    13 O
                                  26.30%     1 S             -24.134  2.00    21 O
                                   7.86%     1 S             -24.134  2.00    11 O
                                   3.90%     1 S             -24.134  2.00    33 O
                                   1.86%     2 S              -5.836  2.00     1 W
                                   1.19%     1 P:x            -9.197  1.33    13 O
                                   1.12%     1 S             -24.134  2.00    37 O
                                   1.05%     1 D:z2           -4.634  0.80     1 W
                                   1.04%     2 S              -5.836  2.00     9 W
    -13.745  2.00    15 E1.u:1    36.80%     1 S             -24.134  2.00    31 O
                                  33.87%     1 S             -24.134  2.00    13 O
                                  19.25%     1 S             -24.134  2.00    27 O
                                   3.24%     1 S             -24.134  2.00    33 O
                                   1.98%     2 S              -5.836  2.00     1 W
                                   1.46%     1 D:z2           -4.634  0.80     1 W
    -13.745  2.00    15 E1.u:2    36.80%     1 S             -24.134  2.00    25 O
                                  33.87%     1 S             -24.134  2.00    13 O
                                  19.25%     1 S             -24.134  2.00    21 O
                                   3.24%     1 S             -24.134  2.00    39 O
                                   1.98%     2 S              -5.836  2.00     5 W
                                   1.46%     1 D:z2           -4.634  0.80     5 W






Input



List of all MOs, ordered by energy, with the most significant SFO gross populations
===================================================================================

Each percentage contribution in the table below corresponds to the indicated SFO.
In general, a SFO may be a linear combination of several Fragment Orbitals on the same,
or on symmetry-related Fragments. Only the first 'member' of such a combination is
specified here. A full definition of all SFOs is given in an earlier part of the output.
The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts
from one for each symmetry representation, as in the SFO definition list earlier.


                                      *** SPIN 1 ***


      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

     -8.225  1.00    20 A1        32.51%     1 S             -24.134  2.00    17 O
                                  17.93%     1 S             -24.134  2.00    23 O
                                  13.22%     1 S             -24.134  2.00    13 O
                                  10.33%     1 S             -24.134  2.00    25 O
                                   6.46%     1 S             -24.134  2.00    12 O
                                   4.22%     1 S             -24.134  2.00    21 O
                                   3.39%     1 S             -24.134  2.00    35 O
                                   2.62%     2 S              -5.836  2.00     3 W
                                   1.59%     1 S             -24.134  2.00    11 O
                                   1.24%     1 S             -24.134  2.00    33 O
     -8.067  1.00    21 A1        48.78%     1 S             -24.134  2.00    13 O
                                  15.26%     1 S             -24.134  2.00    17 O
                                   8.55%     1 S             -24.134  2.00    21 O
                                   5.21%     1 S             -24.134  2.00    23 O
                                   4.55%     1 S             -24.134  2.00    11 O
                                   3.93%     1 S             -24.134  2.00    33 O
                                   2.55%     1 S             -24.134  2.00    12 O
                                   1.36%     1 S             -24.134  2.00    35 O
                                   1.20%     1 D:z2           -4.634  0.80     1 W


                                      *** SPIN 2 ***


      E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment
-------------------------------------------------------------------------------------

     -8.215  1.00    20 A1        34.44%     1 S             -24.134  2.00    17 O
                                  16.27%     1 S             -24.134  2.00    23 O
                                  13.49%     1 S             -24.134  2.00    13 O
                                  10.22%     1 S             -24.134  2.00    25 O
                                   6.54%     1 S             -24.134  2.00    12 O
                                   3.66%     1 S             -24.134  2.00    21 O
                                   3.54%     1 S             -24.134  2.00    35 O
                                   2.46%     2 S              -5.836  2.00     3 W
                                   1.58%     1 S             -24.134  2.00    11 O
                                   1.25%     1 S             -24.134  2.00    33 O
     -8.060  1.00    21 A1        50.37%     1 S             -24.134  2.00    13 O
                                  15.77%     1 S             -24.134  2.00    17 O
                                   7.28%     1 S             -24.134  2.00    21 O
                                   4.53%     1 S             -24.134  2.00    11 O
                                   4.43%     1 S             -24.134  2.00    23 O
                                   4.02%     1 S             -24.134  2.00    33 O
                                   2.49%     1 S             -24.134  2.00    12 O
                                   1.37%     1 S             -24.134  2.00    35 O
                                   1.34%     1 D:z2           -4.634  0.80     1 W






Output text



<comment class="example.output" id="molecular.orbitals">
        <module cmlx:templateRef="sfo.population">
            <module cmlx:templateRef="molecular.orbitals">
                <list cmlx:templateRef="mo">
                   <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-14.381</scalar>
                   <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:mo.number">11</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:mo.label">A1.g</scalar>
                   <array dataType="xsd:double" size="8" dictRef="cc:percent">38.37 28.43 14.01 6.86 3.39 3.36 -1.08 1.06</array>
                   <array dataType="xsd:integer" size="8" dictRef="cc:sfo1">1 1 1 1 1 2 3 1</array>
                   <array dataType="xsd:string" size="8" dictRef="cc:sfo2">S S S S S S S P:x</array>
                   <array dataType="xsd:double" size="8" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -5.836 1.298 -9.197</array>
                   <array dataType="xsd:double" size="8" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 0.0 1.33</array>
                   <array dataType="xsd:integer" size="8" dictRef="cc:fragment1">13 21 25 11 33 1 1 13</array>
                   <array dataType="xsd:string" size="8" dictRef="cc:fragment2">O O O O O W W O</array>
                </list>
                <list cmlx:templateRef="mo">
                   <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-14.212</scalar>
                   <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:mo.number">11</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:mo.label">A2.u</scalar>
                   <array dataType="xsd:double" size="9" dictRef="cc:percent">52.14 26.3 7.86 3.9 1.86 1.19 1.12 1.05 1.04</array>
                   <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 2 1 1 1 2</array>
                   <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S P:x S D:z2 S</array>
                   <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -9.197 -24.134 -4.634 -5.836</array>
                   <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 1.33 2.0 0.8 2.0</array>
                   <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 21 11 33 1 13 37 1 9</array>
                   <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O W O O W W</array>
                  </list>
                  <list cmlx:templateRef="mo">
                    <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-13.745</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
                    <scalar dataType="xsd:integer" dictRef="cc:mo.number">15</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:mo.label">E1.u:1</scalar>
                    <array dataType="xsd:double" size="6" dictRef="cc:percent">36.8 33.87 19.25 3.24 1.98 1.46</array>
                    <array dataType="xsd:integer" size="6" dictRef="cc:sfo1">1 1 1 1 2 1</array>
                    <array dataType="xsd:string" size="6" dictRef="cc:sfo2">S S S S S D:z2</array>
                    <array dataType="xsd:double" size="6" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -4.634</array>
                    <array dataType="xsd:double" size="6" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 0.8</array>
                    <array dataType="xsd:integer" size="6" dictRef="cc:fragment1">31 13 27 33 1 1</array>
                    <array dataType="xsd:string" size="6" dictRef="cc:fragment2">O O O O W W</array>
                  </list>
                  <list cmlx:templateRef="mo">
                       <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-13.745</scalar>
                       <scalar dataType="xsd:double" dictRef="cc:mo.occupation">2.0</scalar>
                       <scalar dataType="xsd:integer" dictRef="cc:mo.number">15</scalar>
                       <scalar dataType="xsd:string" dictRef="cc:mo.label">E1.u:2</scalar>
                       <array dataType="xsd:double" size="6" dictRef="cc:percent">36.8 33.87 19.25 3.24 1.98 1.46</array>
                       <array dataType="xsd:integer" size="6" dictRef="cc:sfo1">1 1 1 1 2 1</array>
                       <array dataType="xsd:string" size="6" dictRef="cc:sfo2">S S S S S D:z2</array>
                       <array dataType="xsd:double" size="6" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -5.836 -4.634</array>
                       <array dataType="xsd:double" size="6" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 0.8</array>
                       <array dataType="xsd:integer" size="6" dictRef="cc:fragment1">25 13 21 39 5 5</array>
                       <array dataType="xsd:string" size="6" dictRef="cc:fragment2">O O O O W W</array>
                  </list>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="molecular.orbitals2">
        <module cmlx:templateRef="sfo.population">
            <module cmlx:templateRef="molecular.orbitals">
              <list cmlx:templateRef="mo" spin="1">
               <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.225</scalar>
               <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:mo.number">20</scalar>
               <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
               <array dataType="xsd:double" size="10" dictRef="cc:percent">32.51 17.93 13.22 10.33 6.46 4.22 3.39 2.62 1.59 1.24</array>
               <array dataType="xsd:integer" size="10" dictRef="cc:sfo1">1 1 1 1 1 1 1 2 1 1</array>
               <array dataType="xsd:string" size="10" dictRef="cc:sfo2">S S S S S S S S S S</array>
               <array dataType="xsd:double" size="10" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -5.836 -24.134 -24.134</array>
               <array dataType="xsd:double" size="10" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0</array>
               <array dataType="xsd:integer" size="10" dictRef="cc:fragment1">17 23 13 25 12 21 35 3 11 33</array>
               <array dataType="xsd:string" size="10" dictRef="cc:fragment2">O O O O O O O W O O</array>
              </list>
              <list cmlx:templateRef="mo" spin="1">
               <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.067</scalar>
               <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:mo.number">21</scalar>
               <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
               <array dataType="xsd:double" size="9" dictRef="cc:percent">48.78 15.26 8.55 5.21 4.55 3.93 2.55 1.36 1.2</array>
               <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 1 1 1 1 1</array>
               <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S S S S D:z2</array>
               <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -4.634</array>
               <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 0.8</array>
               <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 17 21 23 11 33 12 35 1</array>
               <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O O O O O W</array>
              </list>
              <list cmlx:templateRef="mo" spin="2">
               <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.215</scalar>
               <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:mo.number">20</scalar>
               <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
               <array dataType="xsd:double" size="10" dictRef="cc:percent">34.44 16.27 13.49 10.22 6.54 3.66 3.54 2.46 1.58 1.25</array>
               <array dataType="xsd:integer" size="10" dictRef="cc:sfo1">1 1 1 1 1 1 1 2 1 1</array>
               <array dataType="xsd:string" size="10" dictRef="cc:sfo2">S S S S S S S S S S</array>
               <array dataType="xsd:double" size="10" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -5.836 -24.134 -24.134</array>
               <array dataType="xsd:double" size="10" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0</array>
               <array dataType="xsd:integer" size="10" dictRef="cc:fragment1">17 23 13 25 12 21 35 3 11 33</array>
               <array dataType="xsd:string" size="10" dictRef="cc:fragment2">O O O O O O O W O O</array>
              </list>
              <list cmlx:templateRef="mo" spin="2">
               <scalar dataType="xsd:double" dictRef="cc:mo.energy" units="nonsi:electronvolt">-8.06</scalar>
               <scalar dataType="xsd:double" dictRef="cc:mo.occupation">1.0</scalar>
               <scalar dataType="xsd:integer" dictRef="cc:mo.number">21</scalar>
               <scalar dataType="xsd:string" dictRef="cc:mo.label">A1</scalar>
               <array dataType="xsd:double" size="9" dictRef="cc:percent">50.37 15.77 7.28 4.53 4.43 4.02 2.49 1.37 1.34</array>
               <array dataType="xsd:integer" size="9" dictRef="cc:sfo1">1 1 1 1 1 1 1 1 1</array>
               <array dataType="xsd:string" size="9" dictRef="cc:sfo2">S S S S S S S S D:z2</array>
               <array dataType="xsd:double" size="9" dictRef="cc:energy" units="nonsi:electronvolt">-24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -24.134 -4.634</array>
               <array dataType="xsd:double" size="9" dictRef="cc:occupation">2.0 2.0 2.0 2.0 2.0 2.0 2.0 2.0 0.8</array>
               <array dataType="xsd:integer" size="9" dictRef="cc:fragment1">13 17 21 11 23 33 12 35 1</array>
               <array dataType="xsd:string" size="9" dictRef="cc:fragment2">O O O O O O O O W</array>
              </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="molecular.orbitals" name="List of all MOs, ordered by energy" pattern="\s*List\sof\sall\sMOs,\sordered\sby\senergy.*" endPattern="\s*$\s*$\s*" endPattern2="~" endOffset="0">    <templateList>      <template id="restricted" pattern="\s+E\(eV\)\s+Occ.*" endPattern="~" endOffset="1" repeat="*">        <record repeat="3" />        <templateList>          <template pattern="(\s*\S+\s*){11}+" endPattern=".*$(\s*\S+\s*){11}+" endPattern2="~" repeat="*" endOffset="1">            <record id="mo">\s*{F,cc:mo.energy}{F,cc:mo.occupation}{I,cc:mo.number}{A,cc:mo.label}{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>            <record id="mo" repeat="*">\s*{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:percent']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo1']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo2']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment1']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment2']" />
                        </template>
                    </templateList>
                </template>      <template id="unrestricted" pattern="\s*\*\*\*\s*SPIN.*" endPattern="(\s*\S+\s*){7,}+\s*$\s*" endPattern2="~" endOffset="1" repeat="*">        <record id="spin">\s*\*\*\*\s*SPIN{I,cc:spin}.*</record>        <record repeat="5" />        <templateList>          <template pattern="(\s*\S+\s*){11}+" endPattern=".*$(\s*\S+\s*){11}+\s*" endPattern2="~" endOffset="1" repeat="*">            <record id="mo">\s*{F,cc:mo.energy}{F,cc:mo.occupation}{I,cc:mo.number}{A,cc:mo.label}{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>            <record id="mo" repeat="*">\s*{F,cc:percent}%{I,cc:sfo1}{A,cc:sfo2}{F,cc:energy}{F,cc:occupation}{I,cc:fragment1}{A,cc:fragment2}\s*</record>            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:percent']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo1']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:sfo2']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment1']" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:fragment2']" />
                        </template>
                    </templateList>        <transform process="pullup" repeat="1" xpath=".//cml:scalar[@dictRef='cc:spin']" />        <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='mo']" name="spin" value="$string(../../cml:scalar[@dictRef='cc:spin'])" />        <transform process="delete" xpath=".//cml:scalar[@dictRef='cc:spin']" />
                </template>
            </templateList>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:mo.energy']" value="nonsi:electronvolt" />    <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />    <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='mo']/cml:list/*" />    <transform process="move" xpath=".//cml:list[@cmlx:templateRef='mo']" to="." />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />
        </template>
    </templateList>
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adf.frequencyanalysis


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	AMS ADF log



	id

	adf.frequencyanalysis



	name

	Frequency analysis



	pattern

	\s+\*\s+F\sR\sE\sQ\sU\sE\sN\sC.*



	endPattern

	\s*\d*\s*$\s\*{20,}.*$(\s*|\s*LOGFILE.*)



	offset

	-1



	endOffset

	2



	repeat

	*



	xml:base

	adf/frequencyanalysis.xml







Comment



                                     ******************************************
                                     *  F R E Q U E N C Y    A N A L Y S I S  *
                                     ******************************************
...



 List of All Frequencies:


 Intensities
 ===========

               Frequency       Dipole Strength        Absorption Intensity (degeneracy not counted)
                 cm-1           1e-40 esu2 cm2          km/mole
              ----------          ----------          ----------
              -28.256192           39.676107           -0.281009
               45.405798           70.141843            0.798301
               54.750200          154.864558            2.125278
              100.940099          135.844174            3.437026
              118.700499           83.850608            2.494806
              121.007136           78.677577            2.386382
              169.723900          147.801795            6.287830
              175.522184           32.572762            1.433061
              184.419714           28.453475            1.315288
              211.159563            0.892712            0.047250
              212.913244            0.111568            0.005954
              224.315297            3.541865            0.199145
              258.149623            0.210207            0.013602
              262.776833            0.020431            0.001346
              279.266385           13.682438            0.957768

...






Output text



<comment class="example.output" id="intensities">
        <module cmlx:templateRef="adf.frequencyanalysis">
           <module cmlx:templateRef="intensities">
              <array dataType="xsd:double" dictRef="cc:frequency" units="nonsi:cm-1" size="15">-28.256192 45.405798 54.7502 100.940099 118.700499 121.007136 169.7239 175.522184 184.419714 211.159563 212.913244 224.315297 258.149623 262.776833 279.266385</array>
              <array dataType="xsd:double" dictRef="cc:dipole" units="nonsi2:1e-40.esu2.cm2" size="15">39.676107 70.141843 154.864558 135.844174 83.850608 78.677577 147.801795 32.572762 28.453475 0.892712 0.111568 3.541865 0.210207 0.020431 13.682438</array>
              <array dataType="xsd:double" dictRef="cc:absortion" units="nonsi2:km.mole-1" size="15">-0.281009 0.798301 2.125278 3.437026 2.494806 2.386382 6.28783 1.433061 1.315288 0.04725 0.005954 0.199145 0.013602 0.001346 0.957768</array>
           </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="intensities" name="Vibrational frequencies intensity" pattern="\s*List\sof\sAll\sFrequencies:\s*" endPattern="(\s*[\d\.-]+\s*){3}$\s*" endPattern2="~" endOffset="1" repeat="*">    <record repeat="9" />    <record repeat="*" makeArray="true">{F,cc:frequency}{F,cc:dipole}{F,cc:absortion}</record>    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:frequency']" value="nonsi:cm-1" />    <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:dipole']" value="nonsi2:1e-40.esu2.cm2" />    <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:absortion']" value="nonsi2:km.mole-1" />
        </template>
    </templateList>
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Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	control

	averages

	results

	timing

	header

	input.file

	gpuinfo

	amber.parm
	atomic.number

	atom.type

	residue

	residue.pointer





	amber.nctraj
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control


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber log



	id

	control



	name

	Control data



	pattern

	\s*-{20,}.*$\s*2\.\s+CONTROL\s+DATA\s+FOR\s+THE\s+RUN.*



	endPattern

	\s*$\s*-{20,}.



	endOffset

	0



	xml:base

	job/control.xml







Input



--------------------------------------------------------------------------------
   2.  CONTROL  DATA  FOR  THE  RUN
--------------------------------------------------------------------------------

default_name

General flags:
     imin    =       0, nmropt  =       0

Nature and format of input:
     ntx     =       5, irest   =       1, ntrx    =       1

Nature and format of output:
     ntxo    =       2, ntpr    =  100000, ntrx    =       1, ntwr    =50000000
     iwrap   =       0, ntwx    =  100000, ntwv    =       0, ntwe    =       0
     ioutfm  =       1, ntwprt  =       0, idecomp =       0, rbornstat=      0

Potential function:
     ntf     =       2, ntb     =       2, igb     =       0, nsnb    =      25
     ipol    =       0, gbsa    =       0, iesp    =       0
     dielc   =   1.00000, cut     =  10.00000, intdiel =   1.00000

Frozen or restrained atoms:
     ibelly  =       0, ntr     =       0

Molecular dynamics:
     nstlim  =  50000000, nscm    =      1000, nrespa  =         1
     t       =   0.00000, dt      =   0.00200, vlimit  =  -1.00000

Langevin dynamics temperature regulation:
     ig      =  847044
     temp0   = 300.00000, tempi   =   0.00000, gamma_ln=   2.00000

Pressure regulation:
     ntp     =       1
     pres0   =   1.00000, comp    =  44.60000, taup    =   1.00000
     Monte-Carlo Barostat:
     mcbarint  =     100

SHAKE:
     ntc     =       2, jfastw  =       0
     tol     =   0.00001

| Intermolecular bonds treatment:
|     no_intermolecular_bonds =       1

| Energy averages sample interval:
|     ene_avg_sampling =  100000

Ewald parameters:
     verbose =       0, ew_type =       0, nbflag  =       1, use_pme =       1
     vdwmeth =       1, eedmeth =       1, netfrc  =       1
     Box X =   46.578   Box Y =   46.578   Box Z =   46.578
     Alpha =  109.471   Beta  =  109.471   Gamma =  109.471
     NFFT1 =   48       NFFT2 =   48       NFFT3 =   48
     Cutoff=   10.000   Tol   =0.100E-04
     Ewald Coefficient =  0.27511
     Interpolation order =    4
| MONTE CARLO BAROSTAT IMPORTANT NOTE:
|   The Monte-Carlo barostat does not require the virial to adjust the system volume.
|   Since it is an expensive calculation, it is skipped for efficiency. A side-effect
|   is that the reported pressure is always 0 because it is not calculated.

--------------------------------------------------------------------------------






Output text



<comment class="example.output" id="">
      <module cmlx:templateRef="control">
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">General flags</scalar>
            <scalar dataType="xsd:string" dictRef="am:imin">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:nmropt">0</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">Nature and format of input</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntx">5</scalar>
            <scalar dataType="xsd:string" dictRef="am:irest">1</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntrx">1</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">Nature and format of output</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntxo">2</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntpr">100000</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntrx">1</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntwr">50000000</scalar>
            <scalar dataType="xsd:string" dictRef="am:iwrap">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntwx">100000</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntwv">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntwe">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:ioutfm">1</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntwprt">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:idecomp">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:rbornstat">0</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">Potential function</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntf">2</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntb">2</scalar>
            <scalar dataType="xsd:string" dictRef="am:igb">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:nsnb">25</scalar>
            <scalar dataType="xsd:string" dictRef="am:ipol">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:gbsa">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:iesp">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:dielc">1.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:cut">10.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:intdiel">1.00000</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">Frozen or restrained atoms</scalar>
            <scalar dataType="xsd:string" dictRef="am:ibelly">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntr">0</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">Molecular dynamics</scalar>
            <scalar dataType="xsd:string" dictRef="am:nstlim">50000000</scalar>
            <scalar dataType="xsd:string" dictRef="am:nscm">1000</scalar>
            <scalar dataType="xsd:string" dictRef="am:nrespa">1</scalar>
            <scalar dataType="xsd:string" dictRef="am:t">0.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:dt">0.00200</scalar>
            <scalar dataType="xsd:string" dictRef="am:vlimit">-1.00000</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">Langevin dynamics temperature regulation</scalar>
            <scalar dataType="xsd:string" dictRef="am:temp0">300.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:tempi">0.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:gamma.ln">2.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:ig">847044</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">Pressure regulation</scalar>
            <scalar dataType="xsd:string" dictRef="am:pres0">1.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:comp">44.60000</scalar>
            <scalar dataType="xsd:string" dictRef="am:taup">1.00000</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntp">1</scalar>
            <scalar dataType="xsd:string" dictRef="am:mcbarint">100</scalar>
         </list>
         <list cmlx:templateRef="section">
            <scalar dataType="xsd:string" dictRef="am:section.name">SHAKE</scalar>
            <scalar dataType="xsd:string" dictRef="am:ntc">2</scalar>
            <scalar dataType="xsd:string" dictRef="am:jfastw">0</scalar>
            <scalar dataType="xsd:string" dictRef="am:tol">0.00001</scalar>
         </list>
      </module>
    </comment>






Template definition



<templateList>  <template id="section" pattern="\s*[a-zA-Z0-9](?!wald\sparameters).*:" endPattern="\s*" endPattern2="~" endOffset="0" repeat="*">    <record id="section">{X,am:section.name}:</record>    <templateList>      <template id="section" pattern=".+,.+,.+,.+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record>{X,am:name}={A,am:value},{X,am:name}={A,am:value},{X,am:name}={A,am:value},{X,am:name}={A,am:value}</record>        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
                </template>      <template id="section" pattern=".+,.+,.+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record>{X,am:name}={A,am:value},{X,am:name}={A,am:value},{X,am:name}={A,am:value}</record>        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
                </template>      <template id="section" pattern=".+,.+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record>{X,am:name}={A,am:value},{X,am:name}={A,am:value}</record>        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
                </template>      <template id="section" pattern=".+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record>{X,am:name}={A,am:value}</record>        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />        <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />        <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />        <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
                </template>
            </templateList>    <transform process="moveRelative" xpath="./cml:scalar" to="parent::cml:module/cml:list" />    <transform process="delete" xpath="./cml:module" />    <transform process="pullup" xpath="./cml:list" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module" />
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averages


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Amber log



	id

	averages



	name

	Averages



	pattern

	&#
92;s*A\sV\sE\sR\sA\sG\sE\sS\s*O\sV\sE\sR\s*.*S\sT\sE\sP\sS



	endPattern

	\s*-{20,}.*



	endOffset

	0



	xml:base

	job/averages.xml







Input



     A V E R A G E S   O V E R     500 S T E P S


NSTEP = 50000000   TIME(PS) =  101030.000  TEMP(K) =   300.00  PRESS =     0.0
Etot   =    -19416.4470  EKtot   =      4561.4534  EPtot      =    -23977.9004
BOND   =        19.5282  ANGLE   =        98.7153  DIHED      =        27.7291
1-4 NB =         9.2337  1-4 EEL =       -54.1394  VDWAALS    =      3532.6281
EELEC  =    -27611.5955  EHBOND  =         0.0000  RESTRAINT  =         0.0000
EKCMT  =         0.0000  VIRIAL  =         0.0000  VOLUME     =     77394.8592
                                                   Density    =         0.9869
------------------------------------------------------------------------------






Output text



<comment class="example.output" id="averages">
        <module cmlx:templateRef="averages">
            <scalar dataType="xsd:integer" dictRef="am:nstep">50000000</scalar>
            <scalar dataType="xsd:double" dictRef="am:time" units="nonsi:picoseconds">101030.000</scalar>
            <scalar dataType="xsd:double" dictRef="am:temp" units="nonsi:k">300.00</scalar>
            <scalar dataType="xsd:double" dictRef="am:press" units="nonsi2:bar">0.0</scalar>
            <scalar dataType="xsd:double" dictRef="am:etot" units="nonsi2:kcal.mol-1">-19416.4470</scalar>
            <scalar dataType="xsd:double" dictRef="am:ektot" units="nonsi2:kcal.mol-1">4561.4534</scalar>
            <scalar dataType="xsd:double" dictRef="am:eptot" units="nonsi2:kcal.mol-1">-23977.9004</scalar>
            <scalar dataType="xsd:double" dictRef="am:bond" units="nonsi2:kcal.mol-1">19.5282</scalar>
            <scalar dataType="xsd:double" dictRef="am:angle" units="nonsi2:kcal.mol-1">98.7153</scalar>
            <scalar dataType="xsd:double" dictRef="am:dihed" units="nonsi2:kcal.mol-1">27.7291</scalar>
            <scalar dataType="xsd:double" dictRef="am:nb14" units="nonsi2:kcal.mol-1">9.2337</scalar>
            <scalar dataType="xsd:double" dictRef="am:eel14" units="nonsi2:kcal.mol-1">-54.1394</scalar>
            <scalar dataType="xsd:double" dictRef="am:vdwaals" units="nonsi2:kcal.mol-1">3532.6281</scalar>
            <scalar dataType="xsd:double" dictRef="am:eelec" units="nonsi2:kcal.mol-1">-27611.5955</scalar>
            <scalar dataType="xsd:double" dictRef="am:ehbond" units="nonsi2:kcal.mol-1">0.0000</scalar>
            <scalar dataType="xsd:double" dictRef="am:restraint" units="nonsi2:kcal.mol-1">0.0000</scalar>
            <scalar dataType="xsd:double" dictRef="am:ekcmt" units="nonsi2:kcal.mol-1">0.0000</scalar>
            <scalar dataType="xsd:double" dictRef="am:virial" units="nonsi2:kcal.mol-1">0.0000</scalar>
            <scalar dataType="xsd:double" dictRef="am:volume">77394.8592</scalar>
            <scalar dataType="xsd:double" dictRef="am:density">0.9869</scalar>
        </module>
    </comment>






Template definition



<record repeat="3" />
<templateList>  <template id="section" pattern="(.+=){4}.+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record>{X,am:name}={F,am:value}{X,am:name}={F,am:value}{X,am:name}={F,am:value}{X,am:name}={F,am:value}</record>    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>  <template id="section" pattern="(.+=){3}.+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record>{X,am:name}={F,am:value}{X,am:name}={F,am:value}{X,am:name}={F,am:value}</record>    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>  <template id="section" pattern="\s*Density\s*=.+" endPattern=".*" endPattern2="~" endOffset="0">    <record>\s*Density\s*={F,am:density}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:time(ps)']" name="dictRef" value="am:time" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:temp(k)']" name="dictRef" value="am:temp" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:1.4.nb']" name="dictRef" value="am:nb14" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:1.4.eel']" name="dictRef" value="am:eel14" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:1.4.vdw']" name="dictRef" value="am:vdw14" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='am:time']" value="nonsi:picoseconds" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='am:temp']" value="si:k" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='am:temp']" value="nonsi:k" />
<transform process="addUnits" xpath="./cml:scalar[matches(@dictRef, 'am:e.*') ]" value="nonsi2:kcal.mol-1" />
<transform process="addUnits" xpath="./cml:scalar[matches(@dictRef, 'am:(bond|angle|dihed|nb14|eel14|vdwaals|vdw14|restraint|virial)') ]" value="nonsi2:kcal.mol-1" />
<transform process="addUnits" xpath="./cml:scalar[matches(@dictRef, 'am:press') ]" value="nonsi2:bar" />
<transform process="addAttribute" xpath="./cml:scalar" name="dataType" value="xsd:double" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:nstep']" name="dataType" value="xsd:integer" />
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Amber log



	id

	results



	name

	Final results



	pattern

	\s*FINAL\s*RESULTS\s*



	endPattern

	\s*-{20,}.*



	endOffset

	0



	xml:base

	job/results.xml







Input



        FINAL RESULTS



   NSTEP       ENERGY          RMS            GMAX         NAME    NUMBER
   1000      -2.9777E+04     4.2354E-01     1.1992E+01     C20        32

 BOND    =     2111.5836  ANGLE   =       69.3578  DIHED      =       14.1882
 VDWAALS =     4939.8971  EEL     =   -36866.1371  HBOND      =        0.0000
 1-4 VDW =        7.6342  1-4 EEL =      -53.5173  RESTRAINT  =        0.0000
--------------------------------------------------------------------------------






Output text



<comment class="example.output" id="results">
        <module cmlx:templateRef="results">
            <scalar dataType="xsd:double" dictRef="am:step">1000</scalar>
            <scalar dataType="xsd:double" dictRef="am:etot" units="nonsi2:kcal.mol-1">-2.9777E+04</scalar>
            <scalar dataType="xsd:double" dictRef="am:rms">4.2354E-01</scalar>
            <scalar dataType="xsd:double" dictRef="am:gmax">1.1992E+01</scalar>
            <scalar dataType="xsd:double" dictRef="am:bond" units="nonsi2:kcal.mol-1">2111.5836</scalar>
            <scalar dataType="xsd:double" dictRef="am:angle" units="nonsi2:kcal.mol-1">69.3578</scalar>
            <scalar dataType="xsd:double" dictRef="am:dihed" units="nonsi2:kcal.mol-1">14.1882</scalar>
            <scalar dataType="xsd:double" dictRef="am:vdwaals" units="nonsi2:kcal.mol-1">4939.8971</scalar>
            <scalar dataType="xsd:double" dictRef="am:eel" units="nonsi2:kcal.mol-1">-36866.1371</scalar>
            <scalar dataType="xsd:double" dictRef="am:hbond">0.0000</scalar>
            <scalar dataType="xsd:double" dictRef="am:vdw14" units="nonsi2:kcal.mol-1">7.6342</scalar>
            <scalar dataType="xsd:double" dictRef="am:eel14" units="nonsi2:kcal.mol-1">-53.5173</scalar>
            <scalar dataType="xsd:double" dictRef="am:restraint" units="nonsi2:kcal.mol-1">0.0000</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template id="section" pattern="\s*NSTEP.*" endPattern="\s*">    <record />    <record>{I,am:step}{E,am:etot}{E,am:rms}{E,am:gmax}.*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>  <template id="section" pattern="(.+=){4}.+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record>{X,am:name}={F,am:value}{X,am:name}={F,am:value}{X,am:name}={F,am:value}{X,am:name}={F,am:value}</record>    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>  <template id="section" pattern="(.+=){3}.+" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record>{X,am:name}={F,am:value}{X,am:name}={F,am:value}{X,am:name}={F,am:value}</record>    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(lower-case(./text()))" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='am:name']" value="$string(replace(./text(), '[-_ ]', '.'))" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="./cml:scalar[@dictRef='am:name'][position() = 1]" value="./cml:scalar[@dictRef='am:value'][position()= 1]" />    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>

    </templateList>
<transform process="delete" xpath=".//cml:module" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:time(ps)']" name="dictRef" value="am:time" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:temp(k)']" name="dictRef" value="am:temp" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:1.4.nb']" name="dictRef" value="am:nb14" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:1.4.eel']" name="dictRef" value="am:eel14" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:1.4.vdw']" name="dictRef" value="am:vdw14" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='am:time']" value="nonsi:picoseconds" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='am:temp']" value="si:k" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='am:temp']" value="nonsi:k" />
<transform process="addUnits" xpath="./cml:scalar[matches(@dictRef, 'am:e.*') ]" value="nonsi2:kcal.mol-1" />
<transform process="addUnits" xpath="./cml:scalar[matches(@dictRef, 'am:(bond|angle|dihed|nb14|eel14|vdwaals|vdw14|restraint|virial)') ]" value="nonsi2:kcal.mol-1" />
<transform process="addUnits" xpath="./cml:scalar[matches(@dictRef, 'am:press') ]" value="nonsi2:bar" />
<transform process="addAttribute" xpath="./cml:scalar" name="dataType" value="xsd:double" />
<transform process="addAttribute" xpath="./cml:scalar[@dictRef='am:nstep']" name="dataType" value="xsd:integer" />
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Template attributes





	Attribute

	Value





	source

	Amber log



	id

	timing



	name

	Timings



	pattern

	\s*-{20,}.*$\s*5\.\s+TIMINGS.*



	endPattern

	\s*$\s*-{20,}.



	endPattern2

	~



	endOffset

	1



	xml:base

	job/timings.xml







Input



--------------------------------------------------------------------------------
   5.  TIMINGS
--------------------------------------------------------------------------------

|  NonSetup CPU Time in Major Routines:
|
|     Routine           Sec        %
|     ------------------------------
|     Nonbond        6798.19   53.24
|     Bond              0.00    0.00
|     Angle             0.00    0.00
|     Dihedral          0.00    0.00
|     Shake           431.76    3.38
|     RunMD          5257.13   41.17
|     Other           282.06    2.21
|     ------------------------------
|     Total         12769.14

|  PME Nonbond Pairlist CPU Time:
|
|     Routine              Sec        %
|     ---------------------------------
|     Set Up Cit           0.00    0.00
|     Build List           0.00    0.00
|     ---------------------------------
|     Total                0.00    0.00

|  PME Direct Force CPU Time:
|
|     Routine              Sec        %
|     ---------------------------------
|     NonBonded Calc       0.00    0.00
|     Exclude Masked       0.00    0.00
|     Other               59.60    0.47
|     ---------------------------------
|     Total               59.60    0.47

|  PME Reciprocal Force CPU Time:
|
|     Routine              Sec        %
|     ---------------------------------
|     1D bspline           0.00    0.00
|     Grid Charges         0.00    0.00
|     Scalar Sum           0.00    0.00
|     Gradient Sum         0.00    0.00
|     FFT                  0.00    0.00
|     ---------------------------------
|     Total                0.00    0.00

|  Final Performance Info:
|     -----------------------------------------------------
|     Average timings for last  100000 steps:
|     Elapsed(s) =      25.50 Per Step(ms) =       0.25
|         ns/day =     677.69   seconds/ns =     127.49
|
|     Average timings for all steps:
|     Elapsed(s) =   12766.97 Per Step(ms) =       0.26
|         ns/day =     676.75   seconds/ns =     127.67
|     -----------------------------------------------------

|  Setup CPU time:            0.36 seconds
|  NonSetup CPU time:     12769.14 seconds
|  Total CPU time:        12769.50 seconds     3.55 hours

|  Setup wall time:           0    seconds
|  NonSetup wall time:    12767    seconds
|  Total wall time:       12767    seconds     3.55 hours






Input



--------------------------------------------------------------------------------
5.  TIMINGS
--------------------------------------------------------------------------------

|                Build the list            27.49 (99.73% of List )
|                Other                      0.08 ( 0.27% of List )
|             List time                 27.57 (13.07% of Nonbo)
|                   Short_ene time           156.46 (99.34% of Direc)
|                   Other                      1.03 ( 0.66% of Direc)
|                Direct Ewald time        157.49 (85.86% of Ewald)
|                Adjust Ewald time          0.70 ( 0.38% of Ewald)
|                Self Ewald time            0.01 ( 0.01% of Ewald)
|                   Fill Bspline coeffs        0.95 ( 3.79% of Recip)
|                   Fill charge grid           2.35 ( 9.36% of Recip)
|                   Scalar sum                 9.44 (37.67% of Recip)
|                   Grad sum                   4.60 (18.35% of Recip)
|                   FFT time                   7.72 (30.78% of Recip)
|                   Other                      0.01 ( 0.06% of Recip)
|                Recip Ewald time          25.07 (13.67% of Ewald)
|                Force Adjust               0.02 ( 0.01% of Ewald)
|                Virial junk                0.07 ( 0.04% of Ewald)
|                Other                      0.05 ( 0.03% of Ewald)
|             Ewald time               183.42 (86.92% of Nonbo)
|             Other                      0.02 ( 0.01% of Nonbo)
|          Nonbond force            211.01 (99.89% of Force)
|          Bond/Angle/Dihedral        0.20 ( 0.10% of Force)
|          Other                      0.03 ( 0.02% of Force)
|       Force time               211.25 (99.39% of Runmd)
|       Shake time                 0.81 ( 0.38% of Runmd)
|       Verlet update time         0.43 ( 0.20% of Runmd)
|       Other                      0.06 ( 0.03% of Runmd)
|    Runmd Time               212.55 (100.0% of Total)
|    Other                      0.07 ( 0.03% of Total)
| Total time               212.63 (100.0% of ALL  )

| Number of list builds   :        253

| Highest rstack allocated:     453370
| Highest istack allocated:       7628

| Final Performance Info:
| -----------------------------------------------------
| Average timings for all steps:
|     Elapsed(s) =     212.55 Per Step(ms) =      85.02
|         ns/day =       2.03   seconds/ns =   42510.43
| -----------------------------------------------------

|           Job began  at 11:14:57.831  on 11/16/2021
|           Setup done at 11:14:57.912  on 11/16/2021
|           Run   done at 11:18:30.463  on 11/16/2021
|     wallclock() was called  110524 times

|3D-RISM memory allocation summary
|Type          Maximum        Current
|Integer       0.00000 GB     0.00000 GB
|Real          0.00000 GB     0.00000 GB
|Logical       0.00000 GB     0.00000 GB
|Character     0.00000 GB     0.00000 GB
|---------------------------------------
|Total         0.00000 GB     0.00000 GB






Output text



<comment class="example.output" id="timing">
        <module cmlx:templateRef="timing">
         <module cmlx:templateRef="walltime">
            <scalar dataType="xsd:double" dictRef="cc:elapsedtime" units="si:s">12766.97</scalar>
            <scalar dataType="xsd:double" dictRef="am:elapsedstep" units="nonsi:milliseconds">0.26</scalar>
            <scalar dataType="xsd:double" dictRef="am:nsperday">676.75</scalar>
            <scalar dataType="xsd:double" dictRef="am:secondsperns">127.67</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:wallTime" units="si:s">12767</scalar>
            <scalar dataType="xsd:double" dictRef="cc:cpuTime" units="si:s">12769.50</scalar>
         </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="timing2">
        <module cmlx:templateRef="timing">
            <module cmlx:templateRef="walltime">
                <scalar dataType="xsd:double" dictRef="cc:elapsedtime" units="si:s">212.55</scalar>
                <scalar dataType="xsd:double" dictRef="am:elapsedstep" units="nonsi:milliseconds">85.02</scalar>
                <scalar dataType="xsd:double" dictRef="am:nsperday">2.03</scalar>
                <scalar dataType="xsd:double" dictRef="am:secondsperns">42510.43</scalar>
                <scalar dataType="xsd:date" dictRef="cc:runDate">2021-11-16T11:14:57.831</scalar>
                <scalar dataType="xsd:date" dictRef="cc:dateEnd">2021-11-16T11:18:30.463</scalar>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="walltime" pattern="\s*\|\s+Final\sPerformance\sInfo:.*" endPattern="\s*" endPattern2=".*[0-9]$\s*\|\s+-{20,}]">    <templateList>      <template pattern="\s*\|\s+Average\stimings\sfor\sall\ssteps.*" endPattern="\s*\|\s*" endPattern2="~">        <record />        <record>\s*\|\s+Elapsed\(s\)\s*={F,cc:elapsedtime}Per\sStep\(ms\)\s*={F,am:elapsedstep}</record>        <record>\s*\|\s+ns\/day\s*={F,am:nsperday}seconds/ns\s*={F,am:secondsperns}</record>        <transform process="pullup" xpath=".//cml:scalar" />
                </template>
            </templateList>
        </template>  <template id="cputime" pattern="\s*\|\s+.*Setup\sCPU\stime:.*" endPattern=".*Total\sCPU\stime.*" endOffset="1">    <record repeat="2" />    <record>\s*\|\s+.*Total\sCPU\stime:{F,cc:cpuTime}seconds.*</record>
        </template>  <template id="walltime2" pattern="\s*\|\s+.*Setup\swall\stime:.*" endPattern="\s+" endPattern2="~" endOffset="1">    <record repeat="2" />    <record>\s*\|\s+.*Total\swall\stime:{I,cc:wallTime}seconds.*</record>
        </template>  <template id="jobDates" pattern="\s*\|\s*Job\s*began\s*at.*" endPattern="\s*\|\s*Run\s*done\s*at.*" endOffset="1">    <record>\s*\|\s*Job\s*began\s*at{X,cc:runDate}</record>    <record />    <record>\s*\|\s*Run\s*done\s*at{X,cc:dateEnd}</record>    <transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="HH:mm:ss.SSS  'on' MM/dd/yyyy" />    <transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:dateEnd']" format="HH:mm:ss.SSS  'on' MM/dd/yyyy" />
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:elapsedtime']" value="si:s" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='am:elapsedstep']" value="nonsi:milliseconds" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:wallTime']" value="si:s" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:cpuTime']" value="si:s" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='walltime']//cml:scalar" repeat="2" />
<transform process="moveRelative" xpath=".//cml:module[@cmlx:templateRef='walltime2']//cml:scalar" to="ancestor::cml:module[@cmlx:templateRef='timing']//cml:module[@cmlx:templateRef='walltime']" />
<transform process="moveRelative" xpath=".//cml:module[@cmlx:templateRef='cputime']//cml:scalar" to="ancestor::cml:module[@cmlx:templateRef='timing']//cml:module[@cmlx:templateRef='walltime']" />
<transform process="moveRelative" xpath=".//cml:module[@cmlx:templateRef='jobDates']//cml:scalar" to="ancestor::cml:module[@cmlx:templateRef='timing']//cml:module[@cmlx:templateRef='walltime']" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='walltime2']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='cputime']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='jobDates']" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />








          

      

      

    

  

  
    

    header
    

    

   


  

    
      
          
            
  
header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber log



	id

	header



	name

	Amber header



	pattern

	\s*-{20,}.*$\s*Amber.*$\s*-{20,}.*



	endPattern

	\s*\|\s*Run\son.*



	endOffset

	1



	xml:base

	header.xml







Input



          -------------------------------------------------------
          Amber 18 PMEMD                              2018
          -------------------------------------------------------

| PMEMD implementation of SANDER, Release 18

| Run on 02/11/2021 at 12:01:11






Output text



<comment class="example.output" id="header">
        <module cmlx:templateRef="header">
           <scalar dataType="xsd:string" dictRef="cc:program">Amber</scalar>
           <scalar dataType="xsd:string" dictRef="cc:programVersion">18</scalar>
           <scalar dataType="xsd:date" dictRef="cc:runDate">2021-11-16T11:14:57.000</scalar>
        </module>
    </comment>






Template definition



<record />
<record>\s*{A,cc:program}{A,cc:programVersion}.*</record>
<templateList>  <template id="rundate" pattern="\s*\|\s*Run\son.*" enPattern=".*" endPattern2="~">    <record>\s*\|\s*Run\son{X,cc:runDate}</record>
        </template>
    </templateList>
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="MM/dd/yyyy 'at' HH:mm:ss" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:molecule[count(*)=0]" />








          

      

      

    

  

  
    

    input.file
    

    

   


  

    
      
          
            
  
input.file


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber log



	id

	input.file



	name

	Amber input file section



	pattern

	\s*Here\sis\sthe\sinput\sfile:.*



	endPattern

	\s*$\s*



	endPattern2

	\s*\/\s*$\s*



	endOffset

	1



	xml:base

	inputfile.xml







Input



 Here is the input file:

Production
 &cntrl
  imin=0,
  ntx=5,
  irest=1,
  nstlim=50000000,
  dt=0.002,
  ntf=2,
  ntc=2,
  temp0=300.0,
  ntpr=100000,
  ntwx=100000,
  cut=10.0,
  ntb=2,
  ntp=1,
  barostat=2,
  ntt=3,
  gamma_ln=2.0,
  ig=-1,
 /






Output text



<comment class="example.output" id="input.file">
        <module cmlx:templateRef="input.file">
           <list cmlx:templateRef="lines">
              <scalar dataType="xsd:string" dictRef="cc:inputLine">Production</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">&cntrl</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">imin=0,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntx=5,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">irest=1,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">nstlim=50000000,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">dt=0.002,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntf=2,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntc=2,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">temp0=300.0,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntpr=100000,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntwx=100000,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">cut=10.0,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntb=2,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntp=1,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">barostat=2,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ntt=3,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">gamma_ln=2.0,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">ig=-1,</scalar>
              <scalar dataType="xsd:string" dictRef="cc:inputLine">/</scalar>
           </list>
        </module>
    </comment>






Template definition



<record repeat="2" />
<record id="lines" repeat="*">{X,cc:inputLine}</record>
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />








          

      

      

    

  

  
    

    gpuinfo
    

    

   


  

    
      
          
            
  
gpuinfo


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber log



	id

	gpuinfo



	name

	GPU device info



	pattern

	\s*\|-{10,}\s*GPU\sDEVICE\sINFO.*



	endPattern

	\s*\|-{20,}



	endOffset

	1



	xml:base

	gpuinfo.xml







Input



|------------------- GPU DEVICE INFO --------------------
|
|            CUDA_VISIBLE_DEVICES: 0
|   CUDA Capable Devices Detected:      1
|           CUDA Device ID in use:      0
|                CUDA Device Name: Tesla V100-SXM2-16GB
|     CUDA Device Global Mem Size:  16128 MB
| CUDA Device Num Multiprocessors:     80
|           CUDA Device Core Freq:   1.53 GHz
|
|--------------------------------------------------------






Output text



<comment class="example.output" id="gpuinfo">
         <module cmlx:templateRef="gpuinfo">
              <list cmlx:templateRef="gpu">
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:parameter">CUDA_VISIBLE_DEVICES</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:value">0</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:parameter">CUDA Capable Devices Detected</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:value">1</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:parameter">CUDA Device ID in use</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:value">0</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:parameter">CUDA Device Name</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:value">Tesla V100-SXM2-16GB</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:parameter">CUDA Device Global Mem Size</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:value">16128 MB</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:parameter">CUDA Device Num Multiprocessors</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:value">80</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:parameter">CUDA Device Core Freq</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:value">1.53 GHz</scalar>
                 </list>
              </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\|.*:.*" endPattern="\s*\|\s+\S.*$\s*\|\s*" endPattern2="~" endOffset="1" repeat="*">    <record id="gpu" repeat="*">\s*\|{X,cc:parameter}:{X,cc:value}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='gpu']" />
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amber.parm



	atomic.number

	atom.type

	residue

	residue.pointer








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber topology



	id

	amber.parm



	name

	Amber topology



	xml:base

	topTemplate.xml







Comment



%VERSION  VERSION_STAMP = V0001.000  DATE = 02/11/21  10:35:18
%FLAG TITLE
%FORMAT(20a4)
default_name
%FLAG POINTERS
%FORMAT(10I8)
    7628      13    7581      55      75      93     108     187       0       0
   10549    2517      55      93     187      38      84      27      21       1
       0       0       0       0       0       0       0       2      82       0
       0
%FLAG ATOM_NAME
%FORMAT(20a4)
ZN  O   O1  O2  O3  O4  O5  N   N1  N2  N3  C   C1  C2  C3  C4  C5  C6  C7  C8
C9  C10 C11 C12 C13 C14 C15 C16 C17 C18 C19 C20 C21 C22 C23 C24 C25 C26 C27 C28
C29 C30 C31 C32 C33 C34 C35 H   H1  H2  H3  H4  H5  H6  H7  H8  H9  H10 H11 H12
...
...
...
  8.50000000E-01  8.50000000E-01  8.50000000E-01  8.50000000E-01  8.50000000E-01
  8.50000000E-01  8.50000000E-01  8.50000000E-01  8.50000000E-01  8.50000000E-01
  8.50000000E-01  8.50000000E-01  8.50000000E-01
%FLAG IPOL
%FORMAT(1I8)
       0






Template definition



<templateList>  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-amber/src/main/resources/org/xmlcml/cml/converters/compchem/amber/topology/templates/sections/atomic.number.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-amber/src/main/resources/org/xmlcml/cml/converters/compchem/amber/topology/templates/sections/atom.type.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-amber/src/main/resources/org/xmlcml/cml/converters/compchem/amber/topology/templates/sections/residue.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-amber/src/main/resources/org/xmlcml/cml/converters/compchem/amber/topology/templates/sections/residue.pointer.xml" />
    </templateList>








          

      

      

    

  

  
    

    atomic.number
    

    

   


  

    
      
          
            
  
atomic.number


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber topology atomic number section



	id

	atomic.number



	name

	Amber topology atomic number section



	pattern

	\s*%FLAG\sATOMIC_NUMBER.*



	endPattern

	.*[0-9]\s*$%.*



	endPattern2

	~



	endOffset

	1



	xml:base

	sections/atomic.number.xml







Input



%FLAG ATOMIC_NUMBER
%FORMAT(10I8)
      30       8       8       8       8       8       8       7       7       7
       7       6       6       6       6       6       6       6       6       6
       6       6       6       6       6       6       6       6       6       6
       6       6       6       6       6       6       6       6       6       6
       6       6       6       6       6       6       6       1       1       1
       1       1       1       1       1       1       1       1       1       1
       1       1       1       1       1       1       1       1       1       1
       1       1       1       1       1       1       1       1       1       1
       1       1       1       8       1       1       8       1       1       8
       1       1       8       1       1       8       1       1       8       1
       1       8       1       1       8       1       1       8       1       1
       8       1       1       8       1       1       8       1       1       8
       1       8       1       1       8       1       1       8       1       1
       8       1       1       8       1       1       8       1       1       8
       1       1       8       1       1       8       1       1
%FLAG MASS






Output text



<comment class="example.output" id="atomic.number">
         <module cmlx:templateRef="atomic.number">
            <array dataType="xsd:integer" dictRef="cc:elementType" size="7628">30 8 8 8 8 8 8 7 7 7 7 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 8 1 1 8 1 1 8 1 1 8 1 1 8 1 1 8 1 1 8 1 1</array>
         </module>
    </comment>






Template definition



<record repeat="2" />
<record repeat="*">{1_10I,cc:elementType}</record>
<transform process="joinArrays" xpath=".//cml:array" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    atom.type
    

    

   


  

    
      
          
            
  
atom.type


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber topology atom type section



	id

	atom.type



	name

	Amber topology atom type section



	pattern

	\s*%FLAG AMBER_ATOM_TYPE.*



	endPattern

	.*\S\s*$%.*



	endPattern2

	~



	endOffset

	1



	xml:base

	sections/atom.type.xml







Input



%FLAG AMBER_ATOM_TYPE
%FORMAT(20a4)
M1  o   os  o   os  o   oh  Y1  Y2  Y3  Y4  c3  c3  ce  cf  c3  cf  c3  c3  cd
cd  c   c3  cf  cc  c   cc  cc  c   c3  cf  cc  cd  cd  cd  cd  c3  cc  cc  cf
c3  c3  cf  c3  c3  c2  c3  hc  hc  hc  hc  hc  hc  hc  hc  hc  ha  hc  hc  hc
ha  hc  hc  hc  ha  h1  h1  h1  hc  hc  ha  hc  hc  hc  hc  hc  hc  ha  ha  h1
h1  h1  ho  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW
HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW
HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW
OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW
HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW
HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW
OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW
HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW  HW  HW  OW
HW  HW  OW  HW  HW  OW  HW  HW
%FLAG TREE_CHAIN_CLASSIFICATION






Output text



<comment class="example.output" id="atom.type">
        <module cmlx:templateRef="atom.type">
            <array dataType="xsd:string" delimiter="|" dictRef="am:atomType" size="7628">M1|o|os|o|os|o|oh|Y1|Y2|Y3|Y4|c3|c3|ce|cf|c3|cf|c3|c3|cd|cd|c|c3|cf|cc|c|cc|cc|c|c3|cf|cc|cd|cd|cd|cd|c3|cc|cc|cf|c3|c3|cf|c3|c3|c2|c3|hc|hc|hc|hc|hc|hc|hc|hc|hc|ha|hc|hc|hc|ha|hc|hc|hc|ha|h1|h1|h1|hc|hc|ha|hc|hc|hc|hc|hc|hc|ha|ha|h1|h1|h1|ho|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW|OW|HW|HW</array>
        </module>
   </comment>






Template definition



<record repeat="2" />
<record repeat="*">{1_20A,am:atomType}</record>
<transform process="joinArrays" xpath=".//cml:array" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />
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residue


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber topology residue name section



	id

	residue



	name

	Amber topology residue name section



	pattern

	\s*%FLAG\sRESIDUE_LABEL.*



	endPattern

	.*[0-9A-Z]\s*$%.*



	endPattern2

	~



	endOffset

	1



	xml:base

	sections/residue.xml







Input



%FLAG RESIDUE_LABEL
%FORMAT(20a4)
ZN1 MZ1 WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT WAT
%FLAG RESIDUE_POINTER






Output text



<comment class="example.output" id="residue">
         <module cmlx:templateRef="residue">
            <array dataType="xsd:string" delimiter="|" dictRef="am:residue" size="2517">ZN1|MZ1|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT|WAT</array>
         </module>
    </comment>






Template definition



<record repeat="2" />
<record repeat="*">{1_20A,am:residue}</record>
<transform process="joinArrays" xpath=".//cml:array" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />
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residue.pointer


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber topology residue pointer section



	id

	residue.pointer



	name

	Amber topology residue pointer section



	pattern

	\s*%FLAG\sRESIDUE_POINTER.*



	endPattern

	.*[0-9]\s*$%.*



	endPattern2

	~



	endOffset

	1



	xml:base

	sections/residue.pointer.xml







Input



%FLAG RESIDUE_POINTER
%FORMAT(10I8)
       1       2      84      87      90      93      96      99     102     105
     108     111     114     117     120     123     126     129     132     135
     138     141     144     147     150     153     156     159     162     165
     168     171     174     177     180     183     186     189     192     195
     198     201     204     207     210     213     216     219     222     225
     228     231     234     237     240     243     246     249     252     255
     258     261     264     267     270     273     276     279     282     285
     288     291     294     297     300     303     306     309     312     315
    7548    7551    7554    7557    7560    7563    7566    7569    7572    7575
    7578    7581    7584    7587    7590    7593    7596    7599    7602    7605
    7608    7611    7614    7617    7620    7623    7626
%FLAG BOND_FORCE_CONSTANT






Output text



<comment class="example.output" id="residue.pointer">
         <module cmlx:templateRef="residue.pointer">
            <array dataType="xsd:integer" dictRef="am:residue.pointer" size="2517">1 2 84 87 90 93 96 99 102 105 108 111 114 117 120 123 126 129 132 135 138 141 144 147 150 153 156 159 7584 7587 7590 7593 7596 7599 7602 7605 7608 7611 7614 7617 7620 7623 7626</array>
            <scalar dictRef="residue.count">3</scalar>
            <scalar dictRef="residue.atom.index">84</scalar>
         </module>
    </comment>






Template definition



<record repeat="2" />
<record repeat="*">{1_20I,am:residue.pointer}</record>
<transform process="joinArrays" xpath=".//cml:array" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="residue.count" />
<transform process="setValue" xpath=".//cml:scalar[@dictRef='residue.count']" value="$number(count(tokenize(replace(//cml:array [@dictRef='am:residue']/text(), '(\|HOH|\|WAT|\|H20|\|TIP|\|SOL|\|Cl[A-Za-z\+\-]*|\|CIO|\|Cs\+|\|IB|\|K[A-Za-z\+\-]*|\|Li\+|\|MG[A-Za-z\+\-]*|\|Na\+|\|Rb\+|\|CS|\|RB|\|NA|\|F|\|CL)', ''), '\|')) + 1)" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="residue.atom.index" />
<transform process="setValue" xpath="//cml:scalar[@dictRef='residue.atom.index']" value="$number(subsequence(tokenize(//cml:array[@dictRef='am:residue.pointer']/text(), '\s+'), //cml:scalar[@dictRef='residue.count'], 1))" />
<transform process="setValue" xpath="//cml:scalar[@dictRef='residue.atom.index' and not(exists(text()))]" value="9999999999" />
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amber.nctraj


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Amber trajectory



	id

	amber.nctraj



	name

	Amber trajectory



	xml:base

	topTemplate.xml







Comment



Binary file using NetCDF format, more information at: https://ambermd.org/netcdf/nctraj.pdf
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CASTEP


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	header

	setup
	cell

	atoms

	symmetry





	parameters

	step

	final
	cell

	mulliken

	enthalpy





	timing

	castep.cell

	castep.geom








          

      

      

    

  

  
    

    header
    

    

   


  

    
      
          
            
  
header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	header



	name

	CASTEP header



	pattern

	\s*Job\sstarted\son\shost.*



	endPattern

	\s*License\scheckout\sof.*$.*



	endPattern2

	\sInfo:.*



	endPattern3

	\sReading\scontinuation\sdata.*



	endOffset

	0



	xml:base

	header.xml







Input



 Job started on host XXXXX
 at Mon Mar 14 20:34:42 2022

 +-------------------------------------------------+
 |                                                 |
 |      CCC   AA    SSS  TTTTT  EEEEE  PPPP        |
 |     C     A  A  S       T    E      P   P       |
 |     C     AAAA   SS     T    EEE    PPPP        |
 |     C     A  A     S    T    E      P           |
 |      CCC  A  A  SSS     T    EEEEE  P           |
 |                                                 |
 +-------------------------------------------------+
 |                                                 |
 | Materials Studio CASTEP version 2021 HF1        |
 | Ab Initio Total Energy Program                  |
 |                                                 |
 | Authors:                                        |
 | M. Segall, M. Probert, C. Pickard, P. Hasnip,   |
 | S. Clark, K. Refson, J. R. Yates, M. Payne      |
 |                                                 |
 | Contributors:                                   |
 | P. Lindan, P. Haynes, J. White, V. Milman,      |
 | N. Govind, M. Gibson, P. Tulip, V. Cocula,      |
 | B. Montanari, D. Quigley, M. Glover,            |
 | L. Bernasconi, A. Perlov, M. Plummer,           |
 | E. McNellis, J. Meyer, J. Gale, D. Jochym       |
 | J. Aarons, B. Walker, R. Gillen, D. Jones       |
 | T. Green, I. J. Bush, C. J. Armstrong,          |
 | E. J. Higgins, E. L. Brown, M. S. McFly,        |
 | J. Wilkins, B-C. Shih, P. J. P. Byrne,          |
 | R. J. Maurer, J. C. Womack, J. Dziedzic,        |
 | A. Bartok-Partay, L. LeBlanc                    |
 |                                                 |
 | Copyright (c) 2000 - 2021                       |
 |                                                 |
 | Please cite                                     |
 |                                                 |
 |     "First principles methods using CASTEP"     |
 |                                                 |
 |         Zeitschrift fuer Kristallographie       |
 |           220(5-6) pp. 567-570 (2005)           |
 |                                                 |
 | S. J. Clark, M. D. Segall, C. J. Pickard,       |
 | P. J. Hasnip, M. J. Probert, K. Refson,         |
 | M. C. Payne                                     |
 |                                                 |
 |       in all publications arising from          |
 |              your use of CASTEP                 |
 |                                                 |
 +-------------------------------------------------+
 |                                                 |
 |              http://www.castep.org              |
 |                                                 |
 +-------------------------------------------------+


 This version was compiled for x86_64-XXXXXX on May 11 2021
 Code version:    cXXXXXXXd
 Intel(R) Math Kernel Library Version 2019.0.4
 Fundamental constants values: CODATA 2014

License checkout of MS_castep successful






Output text



<comment class="example.output" id="header">
      <module cmlx:templateRef="header">
         <module cmlx:templateRef="program">
            <scalar dataType="xsd:string" dictRef="cc:program">CASTEP</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programVersion">2021 HF1</scalar>
         </module>
         <module cmlx:templateRef="authors">
            <scalar dataType="xsd:string" dictRef="ca:unparsed">M. Segall, M. Probert, C. Pickard, P. Hasnip,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">S. Clark, K. Refson, J. R. Yates, M. Payne</scalar>
         </module>
         <module cmlx:templateRef="contributors">
            <scalar dataType="xsd:string" dictRef="ca:unparsed">P. Lindan, P. Haynes, J. White, V. Milman,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">N. Govind, M. Gibson, P. Tulip, V. Cocula,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">B. Montanari, D. Quigley, M. Glover,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">L. Bernasconi, A. Perlov, M. Plummer,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">E. McNellis, J. Meyer, J. Gale, D. Jochym</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">J. Aarons, B. Walker, R. Gillen, D. Jones</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">T. Green, I. J. Bush, C. J. Armstrong,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">E. J. Higgins, E. L. Brown, M. S. McFly,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">J. Wilkins, B-C. Shih, P. J. P. Byrne,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">R. J. Maurer, J. C. Womack, J. Dziedzic,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:unparsed">A. Bartok-Partay, L. LeBlanc</scalar>
         </module>
         <module cmlx:templateRef="legal">
            <scalar dataType="xsd:string" dictRef="ca:legal">Please cite</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal" />
            <scalar dataType="xsd:string" dictRef="ca:legal">"First principles methods using CASTEP"</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal" />
            <scalar dataType="xsd:string" dictRef="ca:legal">Zeitschrift fuer Kristallographie</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal">220(5-6) pp. 567-570 (2005)</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal" />
            <scalar dataType="xsd:string" dictRef="ca:legal">S. J. Clark, M. D. Segall, C. J. Pickard,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal">P. J. Hasnip, M. J. Probert, K. Refson,</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal">M. C. Payne</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal" />
            <scalar dataType="xsd:string" dictRef="ca:legal">in all publications arising from</scalar>
            <scalar dataType="xsd:string" dictRef="ca:legal">your use of CASTEP</scalar>
         </module>
         <module cmlx:templateRef="compilation">
            <scalar dataType="xsd:string" dictRef="cc:programFlavour">x86_64-XXXXXX</scalar>
            <scalar dataType="xsd:date" dictRef="cc:compileDate">2021-05-11T00:00:00.000</scalar>
            <scalar dataType="xsd:string" dictRef="ca:compilation">cXXXXXXXd</scalar>
         </module>
      </module>
    </comment>






Template definition



<record repeat="1" />
<record>\s*at\s*{X,cc:runDate}</record>
<templateList>  <template id="program" pattern="\s*\|\s*Materials\sStudio.*" endPattern=".*">    <record>\s*\|\s*Materials\s*Studio\s*{A,cc:program}version{X,cc:programVersion}\s*\|.*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template id="authors" pattern="\s*\|\s*Authors:.*" endPattern="\s*\|\s*\|.*">    <record repeat="1" />    <record repeat="*">\s*\|{X,ca:unparsed}\s*\|.*</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="contributors" pattern="\s*\|\s*Contributors:.*" endPattern="\s*\|\s*\|.*">    <record repeat="1" />    <record repeat="*">\s*\|{X,ca:unparsed}\s*\|.*</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="legal" pattern="\s*\|\s*Please\scite.*" endPattern="\s*\|\s*your\suse\sof\sCASTEP.*" endOffset="1">    <record repeat="*">\s*\|{X,ca:legal}\s*\|.*</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="compilation" pattern="\s*This\sversion\swas\scompiled\sfor.*" endPattern="\s*">    <record>\s*This\sversion\swas\scompiled\sfor{X,cc:programFlavour}on{X,cc:compileDate}</record>    <record>\s*Code\sversion:{X,ca:compilation}</record>    <transform process="move" xpath=".//cml:scalar" to="." />
        </template>
    </templateList>
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="E MMM d HH:mm:ss yyyy" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:compileDate']" format="MMM d yyyy" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:runDate']" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
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setup



	cell

	atoms

	symmetry








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	setup



	name

	Setup atoms and cell



	pattern

	\s*\-{10,}.*$\s*Unit\sCell.*



	endPattern

	\+\-*\s*MEMORY\sAND\sSCRATCH\sDISK\sESTIMATES\sPER\sPROCESS.*



	endOffset

	0



	xml:base

	setup/setup.xml







Input



.. warning::






Current template has input comments defined but it’s output is missing, please notify software developers.





Template definition



<templateList>  <xi:include href="setup/cell.xml" />  <xi:include href="setup/atoms.xml" />  <xi:include href="setup/symmetry.xml" />
    </templateList>
<transform process="createCrystal" xpath="//cml:module[@cmlx:templateRef='setup']//cml:atomArray" lattice="//cml:module[@cmlx:templateRef='setup']//cml:list[@dictRef='ca:axis']" id="coordinates" connect="no" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='atomtable']/cml:atomArray" />
<transform process="move" xpath="//cml:module[@cmlx:templateRef='atomtable']/cml:molecule" to="." />








          

      

      

    

  

  
    

    cell
    

    

   


  

    
      
          
            
  
cell


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	cell



	pattern

	\s*\-{10,}.*$\s*Unit\sCell.*



	endPattern

	\s*$\s*\-{10,}



	endPattern2

	\s*LBFGS:\sFinal\sEnthalpy.*



	endOffset

	0



	xml:base

	setup/cell.xml







Input



                      -------------------------------
                                 Unit Cell
                      -------------------------------
   Real Lattice(A)                      Reciprocal Lattice(1/A)
5.5064821     0.0000000     0.0000000        1.141052528  -0.000000000  -0.000000000
0.0000000     5.5064821     0.0000000       -0.000000000   1.141052528  -0.000000000
0.0000000     0.0000000     5.5064821       -0.000000000  -0.000000000   1.141052528

                  Lattice parameters(A)       Cell Angles
               a =      5.506482          alpha =   90.000000
               b =      5.506482          beta  =   90.000000
               c =      5.506482          gamma =   90.000000

                  Current cell volume =           166.963943       A**3
                              density =             1.345680   AMU/A**3
                                      =             2.234554     g/cm^3

                      -------------------------------






Output text



<comment class="example.output" id="cell">>
        <module cmlx:templateRef="cell">
            <module cmlx:templateRef="lattice">
               <list dictRef="ca:axis" id="axis">
                  <array dataType="xsd:double" dictRef="cc:latticeA" size="3" units="nonsi:angstrom">5.5064821 0.0000000 0.0000000</array>
                  <array dataType="xsd:double" dictRef="cc:latticeB" size="3" units="nonsi:angstrom">0.0000000 5.5064821 0.0000000</array>
                  <array dataType="xsd:double" dictRef="cc:latticeC" size="3" units="nonsi:angstrom">0.0000000 0.0000000 5.5064821</array>
               </list>
               <list id="abc">
                  <scalar dataType="xsd:double" dictRef="cc:cell.a" units="nonsi:angstrom">5.506482</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.b" units="nonsi:angstrom">5.506482</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.c" units="nonsi:angstrom">5.506482</scalar>
               </list>
               <list id="alphabeta">
                  <scalar dataType="xsd:double" dictRef="cc:cell.alpha">90.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.beta">90.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.gamma">90.000000</scalar>
               </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="lattice" pattern="\s*Unit\sCell.*" endPattern="\s*$\s*\-{10,}.*" endPattern2="~">    <record repeat="3" />    <record>{3F,cc:latticeA}.*</record>    <record>{3F,cc:latticeB}.*</record>    <record>{3F,cc:latticeC}.*</record>    <record repeat="1" />    <record>\s*a\s*={F,cc:cell.a}alpha\s*={F,cc:cell.alpha}</record>    <record>\s*b\s*={F,cc:cell.b}beta\s*={F,cc:cell.beta}</record>    <record>\s*c\s*={F,cc:cell.c}gamma\s*={F,cc:cell.gamma}</record>    <transform process="addChild" xpath="." elementName="cml:list" id="axis" />    <transform process="addChild" xpath="." elementName="cml:list" id="abc" />    <transform process="addChild" xpath="." elementName="cml:list" id="alphabeta" />    <transform process="addAttribute" xpath=".//cml:list[@id='axis']" name="dictRef" value="ca:axis" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeA']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeB']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeC']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.a']" to=".//cml:list[@id='abc']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.b']" to=".//cml:list[@id='abc']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.c']" to=".//cml:list[@id='abc']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.alpha']" to=".//cml:list[@id='alphabeta']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.beta']" to=".//cml:list[@id='alphabeta']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.gamma']" to=".//cml:list[@id='alphabeta']" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="addUnits" xpath=".//cml:list[@id='abc']/cml:scalar" value="nonsi:angstrom" />    <transform process="addUnits" xpath=".//cml:array" value="nonsi:angstrom" />
        </template>

    </templateList>








          

      

      

    

  

  
    

    atoms
    

    

   


  

    
      
          
            
  
atoms


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	atoms



	pattern

	\s*\-{10,}.*$\s*Cell\sContents.*



	endPattern

	\s*$\s*\-{10,}



	endOffset

	0



	xml:base

	setup/atoms.xml







Input



               -------------------------------
                         Cell Contents
               -------------------------------
             Total number of ions in cell =    8
          Total number of species in cell =    1
            Max number of any one species =    8

xxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxx
x  Element    Atom        Fractional coordinates of atoms  x
x            Number           u          v          w      x
x----------------------------------------------------------x
x  Si           1         0.000000   0.000000   0.000000   x
x  Si           2         0.000000   0.500000   0.500000   x
x  Si           3         0.500000   0.000000   0.500000   x
x  Si           4         0.500000   0.500000   0.000000   x
x  Si           5         0.750000   0.250000   0.750000   x
x  Si           6         0.250000   0.250000   0.250000   x
x  Si           7         0.250000   0.750000   0.750000   x
x  Si           8         0.750000   0.750000   0.250000   x
xxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxxx


             No user defined ionic velocities

               -------------------------------






Output text



<comment class="example.output" id="atoms">
        <module cmlx:templateRef="atoms">
            <module cmlx:templateRef="atomtable">
               <list cmlx:templateRef="atom">
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.000000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.000000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.000000</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.000000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.500000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.500000</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.500000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.000000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.500000</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.500000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.500000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.000000</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.750000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.250000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.750000</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.250000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.250000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.250000</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.250000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.750000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.750000</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">8</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:xFract">0.750000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:yFract">0.750000</scalar>
                     <scalar dataType="xsd:double" dictRef="cc:zFract">0.250000</scalar>
                  </list>
               </list>
               <atomArray>
                  <atom elementType="Si" id="a1" xFract="0.000000" yFract="0.000000" zFract="0.000000">Si</atom>
                  <atom elementType="Si" id="a2" xFract="0.000000" yFract="0.500000" zFract="0.500000">Si</atom>
                  <atom elementType="Si" id="a3" xFract="0.500000" yFract="0.000000" zFract="0.500000">Si</atom>
                  <atom elementType="Si" id="a4" xFract="0.500000" yFract="0.500000" zFract="0.000000">Si</atom>
                  <atom elementType="Si" id="a5" xFract="0.750000" yFract="0.250000" zFract="0.750000">Si</atom>
                  <atom elementType="Si" id="a6" xFract="0.250000" yFract="0.250000" zFract="0.250000">Si</atom>
                  <atom elementType="Si" id="a7" xFract="0.250000" yFract="0.750000" zFract="0.750000">Si</atom>
                  <atom elementType="Si" id="a8" xFract="0.750000" yFract="0.750000" zFract="0.250000">Si</atom>
               </atomArray>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <template id="atomtable" pattern="\s+x{20,}x.*" endPattern="\s+x{20,}x.*">    <record repeat="4" />    <record repeat="*" id="atom">\s*x{A,cc:elementType}{I,cc:serial}{F,cc:xFract}{F,cc:yFract}{F,cc:zFract}\s*x.*</record>    <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:list" elementName="cml:atom" id="atom" />    <transform process="addAttribute" xpath=".//cml:atom" name="id" value="$string(concat('a', count(preceding::cml:atom)+1))" />    <transform process="addAttribute" xpath=".//cml:atom" name="elementType" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:elementType']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="xFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:xFract']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="yFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:yFract']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="zFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:zFract']/text())" />    <transform process="setValue" xpath=".//cml:atom" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:elementType']/text())" />    <transform process="addChild" xpath="." elementName="cml:atomArray" />    <transform process="move" xpath=".//cml:atom" to="./cml:atomArray" />
            </template>
        </templateList>
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
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symmetry


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	symmetry



	name

	Symmetry and constraints



	pattern

	\s*\-{10,}.*$\s*Symmetry\sand\sConstraints.*



	endPattern

	\s*$\s*\-{10,}



	endPattern2

	~



	endOffset

	0



	xml:base

	setup/symmetry.xml







Input



                  -------------------------------
                      Symmetry and Constraints
                  -------------------------------

             Cell is a supercell containing 4 primitive cells
             Maximum deviation from symmetry = 0.120582E-14     ANG

             Number of symmetry operations   =         192
There are no ionic constraints specified or generated for this cell
             Point group of crystal =    32: Oh, m-3m, 4/m -3 2/m
             Space group of crystal =   227: Fd-3m, F 4d 2 3 -1d

    Set iprint > 1 for details on symmetry rotations/translations

                Centre of mass is NOT constrained

                Number of cell constraints= 5
                Cell constraints are:  1 1 1 0 0 0

                External pressure/stress (GPa)
                 0.00000   0.00000   0.00000
                           0.00000   0.00000
                                     0.00000






Output text



<comment class="example.output" id="symmetry">
        <module cmlx:templateRef="symmetry">
            <module cmlx:templateRef="operations">
               <scalar dataType="xsd:integer" dictRef="ca:nsym">192</scalar>
            </module>
            <module cmlx:templateRef="pointgroup">
               <scalar dataType="xsd:string" dictRef="cc:pointgroup">32: Oh, m-3m, 4/m -3 2/m</scalar>
               <scalar dataType="xsd:string" dictRef="ca:spacegroup">227: Fd-3m, F 4d 2 3 -1d</scalar>
            </module>
        </module>

    </comment>






Template definition



<templateList>  <template id="operations" pattern="\s*Number\sof\ssymmetry\soperations.*" endPattern=".*" endPattern2=".*$\s*">    <record>\s*Number\sof\ssymmetry\soperations\s*={I,ca:nsym}</record>
        </template>  <template id="pointgroup" pattern="\s*Point\sgroup\sof\scrystal.*" endPattern="\s*Space\sgroup\sof\scrystal.*" endPattern2=".*$\s*" endOffset="1">    <record>\s*Point\sgroup\sof\scrystal\s*={X,cc:pointgroup}</record>    <record>\s*Space\sgroup\sof\scrystal\s*={X,ca:spacegroup}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
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Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	parameters



	name

	CASTEP parameter section



	pattern

	\s*\*{10,}\s*Title.*



	pattern2

	\s*\*{10,}\s*General\sParameters.*



	endPattern

	\s*\*{60,}\s*



	endPattern2

	~



	xml:base

	parameters/parameters.xml







Input



************************************ Title ************************************
CASTEP calculation from Materials Studio

***************************** General Parameters ******************************

output verbosity                               : normal  (1)
write checkpoint data to                       : Si_51688.check
type of calculation                            : geometry optimization
stress calculation                             : on
density difference calculation                 : off
electron localisation func (ELF) calculation   : off
Hirshfeld analysis                             : on
polarisation (Berry phase) analysis            : off
molecular orbital projected DOS                : off
deltaSCF calculation                           : off
unlimited duration calculation
timing information                             : on
memory usage estimate                          : on
write extra output files                       : on
write final potential to formatted file        : off
write final density to formatted file          : off
write BibTeX reference list                    : on
write OTFG pseudopotential files               : on
write electrostatic potential file             : on
write bands file                               : on
checkpoint writing                             : both castep_bin and check files

output         length unit                     : A
output           mass unit                     : amu
output           time unit                     : ps
output         charge unit                     : e
output           spin unit                     : hbar/2
output         energy unit                     : eV
output          force unit                     : eV/A
output       velocity unit                     : A/ps
output       pressure unit                     : GPa
output     inv_length unit                     : 1/A
output      frequency unit                     : cm-1
output force constant unit                     : eV/A**2
output         volume unit                     : A**3
output   IR intensity unit                     : (D/A)**2/amu
output         dipole unit                     : D
output         efield unit                     : eV/A/e
output        entropy unit                     : J/mol/K
output    efield chi2 unit                     : pm/V

wavefunctions paging                           : none
random number generator seed                   : randomised (203424294)
data distribution                              : optimal for this architecture
optimization strategy                          : balance speed and memory

*********************** Exchange-Correlation Parameters ***********************

using functional                               : Perdew Burke Ernzerhof
relativistic treatment                         : Koelling-Harmon
DFT+D: Semi-empirical dispersion correction    : off

...

*******************************************************************************






Output text



<comment class="example.output" id="parameters">
        <module cmlx:templateRef="parameters">
         <scalar dataType="xsd:string" dictRef="cc:title">CASTEP calculation from Materials Studio</scalar>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">output verbosity</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">normal (1)</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">continuing from</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Si_51688_BandStr.check</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write checkpoint data to</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Si_51688_BandStr.check</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">type of calculation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Electronic Spectroscopy</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">stress calculation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">density difference calculation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">electron localisation func (ELF) calculation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">Hirshfeld analysis</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">polarisation (Berry phase) analysis</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">molecular orbital projected DOS</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">deltaSCF calculation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">timing information</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">on</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">memory usage estimate</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">on</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write extra output files</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">on</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write final potential to formatted file</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write final density to formatted file</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write BibTeX reference list</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">on</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write OTFG pseudopotential files</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">on</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write electrostatic potential file</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">on</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">write bands file</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">on</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">checkpoint writing</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">both castep_bin and check files</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">wavefunctions paging</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">none</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">random number generator seed</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">203424294</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">data distribution</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">optimal for this architecture</scalar>
         </parameter>
         <parameter title="general">
            <scalar dataType="xsd:string" dictRef="x:label">optimization strategy</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">balance speed and memory</scalar>
         </parameter>
         <parameter title="exchange.correlation">
            <scalar dataType="xsd:string" dictRef="x:label">using functional</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Perdew Burke Ernzerhof</scalar>
         </parameter>
         <parameter title="exchange.correlation">
            <scalar dataType="xsd:string" dictRef="x:label">relativistic treatment</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Koelling-Harmon</scalar>
         </parameter>
         <parameter title="exchange.correlation">
            <scalar dataType="xsd:string" dictRef="x:label">DFT+D: Semi-empirical dispersion correction</scalar>
            <scalar dataType="xsd:string" dictRef="x:value"> off</scalar>
         </parameter>
         <parameter title="pseudopotential">
            <scalar dataType="xsd:string" dictRef="x:label">pseudopotential representation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">reciprocal space</scalar>
         </parameter>
         <parameter title="pseudopotential">
            <scalar dataType="xsd:string" dictRef="x:label"><beta|phi> representation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">reciprocal space</scalar>
         </parameter>
         <parameter title="pseudopotential">
            <scalar dataType="xsd:string" dictRef="x:label">spin-orbit coupling</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <parameter title="basis.set">
            <scalar dataType="xsd:string" dictRef="x:label">plane wave basis set cut-off</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">136.1000</scalar>
         </parameter>
         <parameter title="basis.set">
            <scalar dataType="xsd:string" dictRef="x:label">size of standard grid</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">2.0000</scalar>
         </parameter>
         <parameter title="basis.set">
            <scalar dataType="xsd:string" dictRef="x:label">size of fine gmax</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:reciprocalAngstrom">11.9536</scalar>
         </parameter>
         <parameter title="basis.set">
            <scalar dataType="xsd:string" dictRef="x:label">largest prime factor in FFT</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">5</scalar>
         </parameter>
         <parameter title="basis.set">
            <scalar dataType="xsd:string" dictRef="x:label">finite basis set correction</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">automatic</scalar>
         </parameter>
         <parameter title="basis.set">
            <scalar dataType="xsd:string" dictRef="x:label">number of sample energies</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">3</scalar>
         </parameter>
         <parameter title="basis.set">
            <scalar dataType="xsd:string" dictRef="x:label">sample spacing</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">5.0000</scalar>
         </parameter>
         <parameter title="electronic">
            <scalar dataType="xsd:string" dictRef="x:label">number of electrons</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">32.00</scalar>
         </parameter>
         <parameter title="electronic">
            <scalar dataType="xsd:string" dictRef="x:label">net charge of system</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">0.000</scalar>
         </parameter>
         <parameter title="electronic">
            <scalar dataType="xsd:string" dictRef="x:label">net spin of system</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">0.000</scalar>
         </parameter>
         <parameter title="electronic">
            <scalar dataType="xsd:string" dictRef="x:label">number of up spins</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">16.00</scalar>
         </parameter>
         <parameter title="electronic">
            <scalar dataType="xsd:string" dictRef="x:label">number of down spins</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">16.00</scalar>
         </parameter>
         <parameter title="electronic">
            <scalar dataType="xsd:string" dictRef="x:label">number of bands</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">26</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">Method</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Treating system as metallic with density mixing treatment of electrons,</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">and number of SD steps</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">1</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">and number of CG steps</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">4</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">total energy / atom convergence tol.</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">0.5000E-06</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">eigen-energy convergence tolerance</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">0.1538E-06</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">max force / atom convergence tol.</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">ignored</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">convergence tolerance window</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi2:cycle">3</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">max. number of SCF cycles</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">100</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">number of fixed-spin iterations</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">6</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">smearing scheme</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Gaussian</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">smearing width</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">0.1000</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">Fermi energy convergence tolerance</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">0.2721E-13</scalar>
         </parameter>
         <parameter title="electronic.minimization">
            <scalar dataType="xsd:string" dictRef="x:label">periodic dipole correction</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">NONE</scalar>
         </parameter>
         <parameter title="density.mixing">
            <scalar dataType="xsd:string" dictRef="x:label">density-mixing scheme</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Pulay</scalar>
         </parameter>
         <parameter title="density.mixing">
            <scalar dataType="xsd:string" dictRef="x:label">max. length of mixing history</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">10</scalar>
         </parameter>
         <parameter title="density.mixing">
            <scalar dataType="xsd:string" dictRef="x:label">charge density mixing amplitude</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">0.1000</scalar>
         </parameter>
         <parameter title="density.mixing">
            <scalar dataType="xsd:string" dictRef="x:label">spin density mixing amplitude</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">0.1000</scalar>
         </parameter>
         <parameter title="density.mixing">
            <scalar dataType="xsd:string" dictRef="x:label">cut-off energy for mixing</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">136.1</scalar>
         </parameter>
         <parameter title="density.mixing">
            <scalar dataType="xsd:string" dictRef="x:label">charge density mixing g-vector</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:reciprocalAngstrom">0.2000</scalar>
         </parameter>
         <parameter title="density.mixing">
            <scalar dataType="xsd:string" dictRef="x:label">spin density mixing g-vector</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:reciprocalAngstrom">0.2000</scalar>
         </parameter>
         <parameter title="electronic.spectroscopy">
            <scalar dataType="xsd:string" dictRef="x:label">electronic spectroscopy with theory level</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">DFT</scalar>
         </parameter>
         <parameter title="electronic.spectroscopy">
            <scalar dataType="xsd:string" dictRef="x:label">spectroscopy calculation</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">band structure</scalar>
         </parameter>
         <parameter title="electronic.spectroscopy">
            <scalar dataType="xsd:string" dictRef="x:label">max. number of iterations</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">60</scalar>
         </parameter>
         <parameter title="electronic.spectroscopy">
            <scalar dataType="xsd:string" dictRef="x:label">max. steps per iteration</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">5</scalar>
         </parameter>
         <parameter title="electronic.spectroscopy">
            <scalar dataType="xsd:string" dictRef="x:label">number of bands / k-point</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">43</scalar>
         </parameter>
         <parameter title="electronic.spectroscopy">
            <scalar dataType="xsd:string" dictRef="x:label">band convergence tolerance</scalar>
            <scalar dataType="xsd:string" dictRef="x:value" units="nonsi:electronvolt">0.1000E-04</scalar>
         </parameter>
         <parameter title="electronic.spectroscopy">
            <scalar dataType="xsd:string" dictRef="x:label">write orbitals file</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">off</scalar>
         </parameter>
         <map id="output.units">
            <link from="length" to="A" />
            <link from="mass" to="amu" />
            <link from="time" to="ps" />
            <link from="charge" to="e" />
            <link from="spin" to="hbar/2" />
            <link from="energy" to="eV" />
            <link from="force" to="eV/A" />
            <link from="velocity" to="A/ps" />
            <link from="pressure" to="GPa" />
            <link from="inv_length" to="1/A" />
            <link from="frequency" to="cm-1" />
            <link from="force constant" to="eV/A**2" />
            <link from="volume" to="A**3" />
            <link from="IR intensity" to="(D/A)**2/amu" />
            <link from="dipole" to="D" />
            <link from="efield" to="eV/A/e" />
            <link from="entropy" to="J/mol/K" />
            <link from="efield chi2" to="pm/V" />
         </map>
      </module>
    </comment>






Template definition



<templateList>  <template id="title" pattern="\s*\*{10,}\s*Title.*" endPattern="\s*" endPattern2="\s*\*{10,}.*" endOffset="0">    <record />    <record>{X, cc:title}</record>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:title']" repeat="2" />
        </template>  <template id="general" pattern="\s*\*{10,}\s*\w+.*" endPattern="\s*$\s*\*{10,}.*" endPattern2="~" endOffset="0" repeat="*">    <record>\s*\*{10,}\s*{X,ca:parameter.type}\sParameters.*</record>    <record repeat="1" />    <templateList>      <template id="parameters" pattern="\s*((?!output.+\s+unit).)*:\s+\w+((?!\s\s\s\S+).)*" endPattern=".*" endPattern2="~" repeat="*">        <record id="parameter" name="parameter" repeat="*">{X,x:label}\s*:{X, x:value}</record>        <transform process="addChild" xpath=".//cml:list[cml:scalar]" elementName="cml:parameter" />        <transform process="moveRelative" xpath=".//cml:scalar" to="following-sibling::cml:parameter" />        <transform process="move" xpath=".//cml:parameter" to="." />        <transform process="delete" xpath=".//cml:list" />
                </template>      <template id="parameters" pattern="\s*((?!output.+\s+unit).)*:\s+\w+.*\s\s\s\S+.*" endPattern=".*" endPattern2="~" repeat="*">        <record id="parameter" name="parameter">{X,x:label}\s*:{X, x:value}{A,ca:units}</record>        <transform process="addChild" xpath=".//cml:list[cml:scalar]" elementName="cml:parameter" />        <transform process="moveRelative" xpath=".//cml:scalar" to="following-sibling::cml:parameter" />        <transform process="move" xpath=".//cml:parameter" to="." />        <transform process="delete" xpath=".//cml:list" />
                </template>      <template id="units" pattern="\s*output.*unit.*" endPattern="\s*" endPattern2="~" repeat="*">        <record repeat="*">\s*output{X,x:label}unit\s*:{X,x:value}</record>
                </template>      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'eV']]" value="nonsi:electronvolt" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = '1/A']]" value="nonsi:reciprocalAngstrom" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'amu']]" value="nonsi2:amu" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'A']]" value="nonsi:angstrom" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'ps']]" value="nonsi:picoseconds" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'e']]" value="nonsi:elementaryCharge" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'eV/atom']]" value="nonsi2:electronvolt.atom-1" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'hbar/2']]" value="nonsi2:hbar.2-1" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'eV/A']]" value="nonsi2:ev.angstrom-1" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'A/ps']]" value="nonsi2:angstrom.picoseconds-1" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'GPa']]" value="nonsi2:gigapascal" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'cm-1']]" value="nonsi:cm-1" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'eV/A**2']]" value="nonsi2:electronvolt.angstrom-2" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'A**3']]" value="nonsi:angstrom3" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = '(D/A)**2/amu']]" value="nonsi2:debye.angstrom-1.2.amu" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'D']]" value="nonsi:debye" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'cycles']]" value="nonsi2:cycle" />      <transform process="addUnits" xpath="//cml:scalar[@dictRef='x:value' and following-sibling::cml:scalar[@dictRef='ca:units' and text() = 'steps']]" value="nonsi2:step" />
            </templateList>    <transform process="setValue" xpath=".//cml:scalar[@dictRef='ca:parameter.type']" value="$string(replace(lower-case(./text()), '\W+','.'))" />    <transform process="addAttribute" xpath=".//cml:parameter" name="title" value="$string(../../cml:list/cml:scalar[@dictRef='ca:parameter.type']/text())" />
        </template>
    </templateList>
<transform process="setValue" xpath="//cml:parameter//cml:scalar[starts-with(text(),'Semi-empirical dispersion correction')]/preceding-sibling::cml:scalar" value="$string(concat(., ': Semi-empirical dispersion correction'))" />
<transform process="setValue" xpath="//cml:parameter//cml:scalar[@dictRef='x:value' and starts-with(text(),'Semi-empirical dispersion correction')]" value="$string(substring-after(./text(), ':'))" />
<transform process="delete" xpath=".//cml:parameter/cml:scalar[@dictRef='ca:units']" />
<transform process="addMap" xpath="." id="output.units" from=".//cml:module[@cmlx:templateRef='units']//cml:scalar[@dictRef='x:label']" to=".//cml:module[@cmlx:templateRef='units']//cml:scalar[@dictRef='x:value']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='units']" />
<transform process="move" xpath=".//cml:module[@cmlx:templateRef='parameters']//cml:parameter" to="(.//cml:module[@cmlx:templateRef='parameters'])[1]" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='parameters']/cml:parameter" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='title']" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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step


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	step



	name

	Geometry optimization step



	pattern

	\s*\={10,}.*$\s*Starting\sLBFGS\siteration.*



	endPattern

	\s*\={10,}.*$\s*Starting\sLBFGS\siteration.*



	endPattern2

	\s*\={10,}.*$\s*LBFGS:\sFinal\sConfiguration:.*



	endOffset

	0



	repeat

	*



	xml:base

	geomopt/step.xml







Input



--------------------------------------------------------------------------------
 LBFGS: starting iteration         3 with trial guess (lambda=  1.000000)
--------------------------------------------------------------------------------

                           -------------------------------
                                      Unit Cell
                           -------------------------------
        Real Lattice(A)              Reciprocal Lattice(1/A)
     5.5064821     0.0000000     0.0000000        1.141052528  -0.000000000  -0.000000000
     0.0000000     5.5064821     0.0000000       -0.000000000   1.141052528  -0.000000000
     0.0000000     0.0000000     5.5064821       -0.000000000  -0.000000000   1.141052528

                       Lattice parameters(A)       Cell Angles
                    a =      5.506482          alpha =   90.000000
                    b =      5.506482          beta  =   90.000000
                    c =      5.506482          gamma =   90.000000

                Current cell volume =           166.963943 A**3
                            density =             1.345680 amu/A**3
                                    =             2.234554 g/cm^3

------------------------------------------------------------------------ <-- SCF
SCF loop      Energy           Fermi           Energy gain       Timer   <-- SCF
                               energy          per atom          (sec)   <-- SCF
------------------------------------------------------------------------ <-- SCF
Initial  -1.36277136E+003  0.00000000E+000                        15.57  <-- SCF
      1  -1.36277138E+003  4.52645708E+000   2.25477017E-006      15.67  <-- SCF
      2  -1.36277138E+003  4.52645708E+000   5.34574840E-009      15.76  <-- SCF
      3  -1.36277138E+003  4.52651175E+000  -9.33087422E-008      15.85  <-- SCF
      4  -1.36277138E+003  4.52689069E+000  -3.37753436E-007      15.95  <-- SCF
      5  -1.36277138E+003  4.52684314E+000   4.91187431E-009      16.04  <-- SCF
------------------------------------------------------------------------ <-- SCF

Integrated Spin Density     =   -0.313928E-14 hbar/2
Integrated |Spin Density|   =    0.119664E-09 hbar/2

Final energy, E             =  -1362.771379538     eV
Final free energy (E-TS)    =  -1362.771379538     eV
(energies not corrected for finite basis set)

NB est. 0K energy (E-0.5TS)      =  -1362.771379538     eV


 *********** Symmetrised Stress Tensor ***********
 *                                               *
 *          Cartesian components (GPa)           *
 * --------------------------------------------- *
 *             x             y             z     *
 *                                               *
 *  x      0.003277      0.000000      0.000000  *
 *  y      0.000000      0.003277      0.000000  *
 *  z      0.000000      0.000000      0.003277  *
 *                                               *
 *  Pressure:   -0.0033                          *
 *                                               *
 *************************************************

 +------------+-------------+-------------+-----------------+ <-- min LBFGS
 |    Step    |   lambda    |   F.delta'  |    enthalpy     | <-- min LBFGS
 +------------+-------------+-------------+-----------------+ <-- min LBFGS
 |  previous  |    0.000000 |    0.001975 |    -1362.754500 | <-- min LBFGS
 | trial step |    1.000000 |   -0.000214 |    -1362.754506 | <-- min LBFGS
 +------------+-------------+-------------+-----------------+ <-- min LBFGS

 LBFGS: finished iteration     3 with enthalpy= -1.36275451E+003 eV

 +-----------+-----------------+-----------------+------------+-----+ <-- LBFGS
 | Parameter |      value      |    tolerance    |    units   | OK? | <-- LBFGS
 +-----------+-----------------+-----------------+------------+-----+ <-- LBFGS
 |  dE/ion   |   7.256316E-007 |   2.000000E-005 |         eV | Yes | <-- LBFGS
 |   Smax    |   3.277018E-003 |   1.000000E-001 |        GPa | Yes | <-- LBFGS
 +-----------+-----------------+-----------------+------------+-----+ <-- LBFGS

 LBFGS: Geometry optimization completed successfully.

================================================================================
 LBFGS: Final Configuration:






Output text



<comment class="example.output" id="step">
      <module cmlx:templateRef="step">
         <module cmlx:templateRef="scf">
            <list cmlx:templateRef="scftable">
               <array dataType="xsd:string" dictRef="x:step" size="6">0 1 2 3 4 5</array>
               <array dataType="xsd:double" dictRef="cc:finalEnergy" size="6" units="nonsi:electronvolt">-1.36277136E+003 -1.36277138E+003 -1.36277138E+003 -1.36277138E+003 -1.36277138E+003 -1.36277138E+003</array>
               <array dataType="xsd:double" dictRef="ca:efermi" size="6" units="nonsi:electronvolt">0.00000000E+000 4.52645708E+000 4.52645708E+000 4.52651175E+000 4.52689069E+000 4.52684314E+000</array>
            </list>
            <scalar dataType="xsd:double" dictRef="cc:finalEnergy" units="nonsi:electronvolt">-1362.771379538</scalar>
            <scalar dataType="xsd:double" dictRef="cc:freeEnergy" units="nonsi:electronvolt">-1362.771379538</scalar>
            <scalar dataType="xsd:string" dictRef="cc:scfConverged">Geometry optimization completed successfully.</scalar>
         </module>
      </module>

    </comment>






Template definition



<templateList>  <template id="scf" pattern="\s*SCF\sloop.*" endPattern="\s*-{10,}.*$\s*">    <record repeat="3" />    <record id="scftable" repeat="*" makeArray="true">{A,x:step}{E,cc:finalEnergy}{E,ca:efermi}.*</record>    <transform process="setValue" xpath=".//cml:array[@dictRef='x:step']" value="$string(replace(., 'Initial', '0'))" />    <transform process="addUnits" xpath=".//cml:array[@dictRef='cc:finalEnergy' or @dictRef='ca:efermi']" value="nonsi:electronvolt" />
        </template>  <template id="energy" pattern="\s*Final\senergy.*" endPattern="\s*">    <record>\s*Final\senergy,\sE\s*={F,cc:finalEnergy}.*</record>    <record>\s*Final\sfree\senergy\s\(E\-TS\)\s*={F,cc:freeEnergy}.*</record>    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:electronvolt" />
        </template>  <template id="converged" pattern="\s*LBFGS:\s*Geometry\soptimization\scompleted\ssuccessfully.*" endPattern="\s*">    <record>\s*LBFGS:\s{X,cc:scfConverged}</record>
        </template>

    </templateList>
<transform process="move" xpath=".//cml:module[@cmlx:templateRef='energy']//cml:scalar" to=".//cml:module[@cmlx:templateRef='scf']" />
<transform process="move" xpath=".//cml:module[@cmlx:templateRef='converged']//cml:scalar" to=".//cml:module[@cmlx:templateRef='scf']" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />
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	cell

	mulliken

	enthalpy








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	final



	name

	Final configuration



	pattern

	\s*={10,}.*$\s*LBFGS:\sFinal\sConfiguration.*



	endPattern

	\s*Writing.*



	endPattern2

	~



	endOffset

	0



	xml:base

	geomopt/final.xml







Input



================================================================================
 LBFGS: Final Configuration:
================================================================================

...


===================================================


Writing analysis data to XX_51688.castep_bin






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<templateList>  <xi:include href="geomopt/../setup/cell.xml" />  <xi:include href="geomopt/mulliken.xml" />  <xi:include href="geomopt/enthalpy.xml" />

    </templateList>
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cell


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	cell



	pattern

	\s*\-{10,}.*$\s*Unit\sCell.*



	endPattern

	\s*$\s*\-{10,}



	endPattern2

	\s*LBFGS:\sFinal\sEnthalpy.*



	endOffset

	0



	xml:base

	setup/cell.xml







Input



                      -------------------------------
                                 Unit Cell
                      -------------------------------
   Real Lattice(A)                      Reciprocal Lattice(1/A)
5.5064821     0.0000000     0.0000000        1.141052528  -0.000000000  -0.000000000
0.0000000     5.5064821     0.0000000       -0.000000000   1.141052528  -0.000000000
0.0000000     0.0000000     5.5064821       -0.000000000  -0.000000000   1.141052528

                  Lattice parameters(A)       Cell Angles
               a =      5.506482          alpha =   90.000000
               b =      5.506482          beta  =   90.000000
               c =      5.506482          gamma =   90.000000

                  Current cell volume =           166.963943       A**3
                              density =             1.345680   AMU/A**3
                                      =             2.234554     g/cm^3

                      -------------------------------






Output text



<comment class="example.output" id="cell">>
        <module cmlx:templateRef="cell">
            <module cmlx:templateRef="lattice">
               <list dictRef="ca:axis" id="axis">
                  <array dataType="xsd:double" dictRef="cc:latticeA" size="3" units="nonsi:angstrom">5.5064821 0.0000000 0.0000000</array>
                  <array dataType="xsd:double" dictRef="cc:latticeB" size="3" units="nonsi:angstrom">0.0000000 5.5064821 0.0000000</array>
                  <array dataType="xsd:double" dictRef="cc:latticeC" size="3" units="nonsi:angstrom">0.0000000 0.0000000 5.5064821</array>
               </list>
               <list id="abc">
                  <scalar dataType="xsd:double" dictRef="cc:cell.a" units="nonsi:angstrom">5.506482</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.b" units="nonsi:angstrom">5.506482</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.c" units="nonsi:angstrom">5.506482</scalar>
               </list>
               <list id="alphabeta">
                  <scalar dataType="xsd:double" dictRef="cc:cell.alpha">90.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.beta">90.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="cc:cell.gamma">90.000000</scalar>
               </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="lattice" pattern="\s*Unit\sCell.*" endPattern="\s*$\s*\-{10,}.*" endPattern2="~">    <record repeat="3" />    <record>{3F,cc:latticeA}.*</record>    <record>{3F,cc:latticeB}.*</record>    <record>{3F,cc:latticeC}.*</record>    <record repeat="1" />    <record>\s*a\s*={F,cc:cell.a}alpha\s*={F,cc:cell.alpha}</record>    <record>\s*b\s*={F,cc:cell.b}beta\s*={F,cc:cell.beta}</record>    <record>\s*c\s*={F,cc:cell.c}gamma\s*={F,cc:cell.gamma}</record>    <transform process="addChild" xpath="." elementName="cml:list" id="axis" />    <transform process="addChild" xpath="." elementName="cml:list" id="abc" />    <transform process="addChild" xpath="." elementName="cml:list" id="alphabeta" />    <transform process="addAttribute" xpath=".//cml:list[@id='axis']" name="dictRef" value="ca:axis" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeA']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeB']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeC']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.a']" to=".//cml:list[@id='abc']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.b']" to=".//cml:list[@id='abc']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.c']" to=".//cml:list[@id='abc']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.alpha']" to=".//cml:list[@id='alphabeta']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.beta']" to=".//cml:list[@id='alphabeta']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='cc:cell.gamma']" to=".//cml:list[@id='alphabeta']" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="addUnits" xpath=".//cml:list[@id='abc']/cml:scalar" value="nonsi:angstrom" />    <transform process="addUnits" xpath=".//cml:array" value="nonsi:angstrom" />
        </template>

    </templateList>
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mulliken


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	mulliken



	name

	Mulliken atomic population



	pattern

	\s*Atomic\sPopulations\s\(Mulliken\).*



	endPattern

	\s*



	endPattern2

	~



	xml:base

	geomopt/mulliken.xml







Input



     Atomic Populations (Mulliken)
     -----------------------------
Species          Ion Spin      s       p       d       f      Total   Charge(e)   Spin(hbar/2)
==============================================================================================
  Si              1   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  1   dn:     0.691   1.309   0.000   0.000   2.000
  Si              2   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  2   dn:     0.691   1.309   0.000   0.000   2.000
  Si              3   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  3   dn:     0.691   1.309   0.000   0.000   2.000
  Si              4   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  4   dn:     0.691   1.309   0.000   0.000   2.000
  Si              5   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  5   dn:     0.691   1.309   0.000   0.000   2.000
  Si              6   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  6   dn:     0.691   1.309   0.000   0.000   2.000
  Si              7   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  7   dn:     0.691   1.309   0.000   0.000   2.000
  Si              8   up:     0.691   1.309   0.000   0.000   2.000     0.000        0.000
                  8   dn:     0.691   1.309   0.000   0.000   2.000
==============================================================================================






Output text



<comment class="example.output" id="mulliken">
      <module cmlx:templateRef="mulliken">
         <list cmlx:templateRef="row" id="row">
            <array dataType="xsd:string" dictRef="cc:elementType" size="8">Si Si Si Si Si Si Si Si</array>
            <array dataType="xsd:integer" dictRef="cc:serial" size="16">1 1 2 2 3 3 4 4 5 5 6 6 7 7 8 8</array>
            <array dataType="xsd:string" dictRef="ca:spin" size="16">up dn up dn up dn up dn up dn up dn up dn up dn</array>
            <array dataType="xsd:double" dictRef="ca:orbitalS" size="16">0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691 0.691</array>
            <array dataType="xsd:double" dictRef="ca:orbitalP" size="16">1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309 1.309</array>
            <array dataType="xsd:double" dictRef="ca:orbitalD" size="16">0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
            <array dataType="xsd:double" dictRef="ca:orbitalF" size="16">0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
            <array dataType="xsd:double" dictRef="x:total" size="16">2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000 2.000</array>
            <array dataType="xsd:double" dictRef="x:charge" size="8">0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
            <array dataType="xsd:double" dictRef="x:spin" size="8">0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
         </list>
      </module>
    </comment>






Template definition



<record repeat="4" />
<templateList>  <template pattern=".*up:.*" endPattern=".*dn:.*" endPattern2="~" endOffset="1" repeat="*">    <record>{A,cc:elementType}{I,cc:serial}{A,ca:spin}:{F,ca:orbitalS}{F,ca:orbitalP}{F,ca:orbitalD}{F,ca:orbitalF}{F,x:total}{F,x:charge}{F,x:spin}</record>    <record>{I,cc:serial}{A,ca:spin}:{F,ca:orbitalS}{F,ca:orbitalP}{F,ca:orbitalD}{F,ca:orbitalF}{F,x:total}</record>
        </template>  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='ca:spin']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='ca:orbitalS']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='ca:orbitalP']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='ca:orbitalD']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='ca:orbitalF']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:total']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:charge']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:spin']" />  <transform process="pullup" repeat="3" xpath=".//cml:scalar" />  <transform process="pullup" repeat="3" xpath=".//cml:array" />  <transform process="delete" xpath=".//cml:array[@dictRef='spin']" />  <transform process="delete" xpath=".//cml:list[count(*)=0]" />  <transform process="delete" xpath=".//cml:list[count(*)=0]" />  <transform process="delete" xpath=".//cml:module[count(*)=0]" />  <transform process="addChild" xpath="." elementName="cml:list" id="row" />  <transform process="addAttribute" xpath=".//cml:list[@id='row']" name="cmlx:templateRef" value="row" />  <transform process="move" xpath=".//cml:array" to=".//cml:list[@cmlx:templateRef='row']" />  <transform process="move" xpath=".//cml:scalar" to=".//cml:list[@cmlx:templateRef='row']" />

    </templateList>
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	enthalpy



	name

	Enthalpy energy



	pattern

	\s*LBFGS:\sFinal\sEnthalpy\s*=.*



	endPattern

	\s*



	endOffset

	0



	xml:base

	geomopt/enthalpy.xml







Input



LBFGS: Final Enthalpy     = -1.36275451E+003 eV
LBFGS: Final bulk modulus =      70.56950 GPa






Output text



<comment class="example.output" id="enthalpy">
        <module cmlx:templateRef="enthalpy">
            <scalar dataType="xsd:double" dictRef="ca:enthalpy" units="nonsi:electronvolt">-1.36275451E+003</scalar>
            <scalar dataType="xsd:double" dictRef="ca:bulkmodulus" units="nonsi:Gpascal">70.56950</scalar>
         </module>
    </comment>






Template definition



<record>\s*LBFGS:\sFinal\sEnthalpy\s*={E,ca:enthalpy}.*</record>
<record>\s*LBFGS: Final bulk modulus = {F,ca:bulkmodulus}.*</record>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='ca:enthalpy']" value="nonsi:electronvolt" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='ca:bulkmodulus']" value="nonsi:Gpascal" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	CASTEP log



	id

	timing



	name

	CASTEP timing section



	pattern

	\s*Initialisation\stime.*



	endPattern

	\s*Peak\sMemory\sUse.*



	endPattern2

	~



	endOffset

	1



	xml:base

	timing.xml







Input



Initialisation time =      6.78 s
Calculation time    =      4.92 s
Finalisation time   =      0.06 s
Total time          =     11.76 s
Peak Memory Use     = 853140 kB






Output text



<comment class="example.output" id="timing">
        <module cmlx:templateRef="timing">
            <scalar dataType="xsd:string" dictRef="ca:inittime" units="si:s">6.78</scalar>
            <scalar dataType="xsd:string" dictRef="ca:calctime" units="si:s">4.92</scalar>
            <scalar dataType="xsd:string" dictRef="ca:endtime" units="si:s">0.06</scalar>
            <scalar dataType="xsd:string" dictRef="cc:wallTtime" units="si:s">11.76</scalar>
            <scalar dataType="xsd:integer" dictRef="ca:peakmem" units="nonsi2:kilobyte">853140</scalar>
        </module>
    </comment>






Template definition



<record>\s*Initialisation\stime\s*={A,ca:inittime}s\s*</record>
<record>\s*Calculation\stime\s*={A,ca:calctime}s\s*</record>
<record>\s*Finalisation\stime\s*={A,ca:endtime}s\s*</record>
<record>\s*Total\stime\s*={A,cc:wallTtime}s\s*</record>
<record>\s*Peak\sMemory\sUse\s*={I,ca:peakmem}.*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[not(@dictRef='ca:peakmem')]" value="si:s" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='ca:peakmem']" value="nonsi2:kilobyte" />
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Implementation level
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	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	CASTEP cell



	id

	castep.cell



	name

	CASTEP cell



	xml:base

	topTemplate.xml







Input



%BLOCK LATTICE_CART
       5.430530000000000       0.000000000000000       0.000000000000000
       0.000000000000000       5.430530000000000       0.000000000000000
       0.000000000000000       0.000000000000000       5.430530000000000
%ENDBLOCK LATTICE_CART

%BLOCK POSITIONS_FRAC
 Si   0.0000000000000000    0.0000000000000000    0.0000000000000000
 Si   0.0000000000000000    0.4999999999999999    0.4999999999999999
 Si   0.4999999999999999    0.0000000000000000    0.4999999999999999
 Si   0.4999999999999999    0.4999999999999999    0.0000000000000000
 Si   0.7499999999999999    0.2500000000000000    0.7499999999999999
 Si   0.2500000000000000    0.2500000000000000    0.2500000000000000
 Si   0.2500000000000000    0.7499999999999999    0.7499999999999999
 Si   0.7499999999999999    0.7499999999999999    0.2500000000000000
%ENDBLOCK POSITIONS_FRAC

%BLOCK KPOINTS_LIST
   0.3750000000000000    0.3750000000000000    0.3750000000000000       0.125000000000000
   0.3750000000000000    0.3750000000000000    0.1250000000000000       0.375000000000000
   0.3750000000000000    0.1250000000000000    0.1250000000000000       0.375000000000000
   0.1250000000000000    0.1250000000000000    0.1250000000000000       0.125000000000000
%ENDBLOCK KPOINTS_LIST

%BLOCK SYMMETRY_OPS
       1.000000000000000       0.000000000000000       0.000000000000000
       0.000000000000000       1.000000000000000       0.000000000000000
       0.000000000000000       0.000000000000000       1.000000000000000
       0.000000000000000        0.000000000000000        0.000000000000000
       1.000000000000000       0.000000000000000       0.000000000000000
       ...

       1.000000000000000       0.000000000000000       0.000000000000000
       0.500000000000000        0.500000000000000        0.000000000000000
%ENDBLOCK SYMMETRY_OPS

#SpaceGroup : 227
%BLOCK CELL_CONSTRAINTS
       1       1       1
       0       0       0
%ENDBLOCK CELL_CONSTRAINTS

FIX_COM : false
%BLOCK IONIC_CONSTRAINTS
%ENDBLOCK IONIC_CONSTRAINTS

%BLOCK EXTERNAL_EFIELD
    0.0000000000     0.0000000000     0.0000000000
%ENDBLOCK EXTERNAL_EFIELD

%BLOCK EXTERNAL_PRESSURE
    0.0000000000    0.0000000000    0.0000000000
                    0.0000000000    0.0000000000
                                    0.0000000000
%ENDBLOCK EXTERNAL_PRESSURE

%BLOCK SPECIES_MASS
      Si     28.0849990845
%ENDBLOCK SPECIES_MASS

%BLOCK SPECIES_POT
      Si  3|1.8|3.6|5|7|30UU:31UU:32UU[]
%ENDBLOCK SPECIES_POT

%BLOCK SPECIES_LCAO_STATES
      Si         2
%ENDBLOCK SPECIES_LCAO_STATES






Output text



<comment class="example.output" id="castep.cell">
        <module id="castep.cell">
           <module cmlx:templateRef="lattice">
              <list dictRef="ca:axis" id="axis">
                 <array dataType="xsd:double" dictRef="cc:latticeA" size="3">5.430530000000000 0.000000000000000 0.000000000000000</array>
                 <array dataType="xsd:double" dictRef="cc:latticeB" size="3">0.000000000000000 5.430530000000000 0.000000000000000</array>
                 <array dataType="xsd:double" dictRef="cc:latticeC" size="3">0.000000000000000 0.000000000000000 5.430530000000000</array>
              </list>
           </module>
           <module cmlx:templateRef="atoms">
              <list cmlx:templateRef="atom">
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.0000000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.0000000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.0000000000000000</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.0000000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.4999999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.4999999999999999</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.4999999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.0000000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.4999999999999999</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.4999999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.4999999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.0000000000000000</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.7499999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.2500000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.7499999999999999</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.2500000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.2500000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.2500000000000000</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.2500000000000000</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.7499999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.7499999999999999</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:string" dictRef="cc:elementType">Si</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:xFract">0.7499999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:yFract">0.7499999999999999</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:zFract">0.2500000000000000</scalar>
                 </list>
              </list>
           </module>
           <module cmlx:templateRef="kpoints">
              <matrix cols="4" dataType="xsd:double" dictRef="ca:kpoints" rows="4">0.3750000000000000 0.3750000000000000 0.3750000000000000 0.125000000000000 0.3750000000000000 0.3750000000000000 0.1250000000000000 0.375000000000000 0.3750000000000000 0.1250000000000000 0.1250000000000000 0.375000000000000 0.1250000000000000 0.1250000000000000 0.1250000000000000 0.125000000000000</matrix>
           </module>
           <molecule id="coordinates">
              <crystal>
                 <scalar id="sc1" title="a" units="nonsi:angstrom">5.43053</scalar>
                 <scalar id="sc2" title="b" units="nonsi:angstrom">5.43053</scalar>
                 <scalar id="sc3" title="c" units="nonsi:angstrom">5.43053</scalar>
                 <scalar id="sc4" title="alpha" units="nonsi:degree">90.0</scalar>
                 <scalar id="sc5" title="beta" units="nonsi:degree">90.0</scalar>
                 <scalar id="sc6" title="gamma" units="nonsi:degree">90.0</scalar>
              </crystal>
              <atomArray>
                 <atom elementType="Si" id="a1" x3="0.0000" xFract="0.0000" y3="0.0000" yFract="0.0000" z3="0.0000" zFract="0.0000" />
                 <atom elementType="Si" id="a2" x3="0.0000" xFract="0.0000" y3="2.715265" yFract="0.5000" z3="2.715265" zFract="0.5000" />
                 <atom elementType="Si" id="a3" x3="2.715265" xFract="0.5000" y3="0.0000" yFract="0.0000" z3="2.715265" zFract="0.5000" />
                 <atom elementType="Si" id="a4" x3="2.715265" xFract="0.5000" y3="2.715265" yFract="0.5000" z3="0.0000" zFract="0.0000" />
                 <atom elementType="Si" id="a5" x3="4.0728975" xFract="0.7500" y3="1.3576325" yFract="0.2500" z3="4.0728975" zFract="0.7500" />
                 <atom elementType="Si" id="a6" x3="1.3576325" xFract="0.2500" y3="1.3576325" yFract="0.2500" z3="1.3576325" zFract="0.2500" />
                 <atom elementType="Si" id="a7" x3="1.3576325" xFract="0.2500" y3="4.0728975" yFract="0.7500" z3="4.0728975" zFract="0.7500" />
                 <atom elementType="Si" id="a8" x3="4.0728975" xFract="0.7500" y3="4.0728975" yFract="0.7500" z3="1.3576325" zFract="0.2500" />
              </atomArray>
              <bondArray />
              <formula concise="Si8">
                 <atomArray count="8" elementType="Si" />
              </formula>
              <property dictRef="cml:molmass">
                 <scalar units="unit:dalton">224.684</scalar>
              </property>
           </molecule>
        </module>
    </comment>






Template definition



<templateList>  <template id="lattice" pattern="\s*\%BLOCK\sLATTICE_CART.*" endPattern="\s*\%ENDBLOCK\sLATTICE_CART.*">    <record repeat="1" />    <record>{3F,cc:latticeA}.*</record>    <record>{3F,cc:latticeB}.*</record>    <record>{3F,cc:latticeC}.*</record>    <transform process="addChild" xpath="." elementName="cml:list" id="axis" />    <transform process="addAttribute" xpath=".//cml:list[@id='axis']" name="dictRef" value="ca:axis" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeA' or @dictRef='cc:latticeB' or @dictRef='cc:latticeC' ]" to=".//cml:list[@id='axis']" />
        </template>  <template id="atoms" pattern="\s*\%BLOCK\sPOSITIONS_FRAC.*" endPattern="\s*\%ENDBLOCK\sPOSITIONS_FRAC.*">    <record repeat="1" />    <record repeat="*" id="atom">\s*{A,cc:elementType}{F,cc:xFract}{F,cc:yFract}{F,cc:zFract}.*</record>    <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:list" elementName="cml:atom" id="atom" />    <transform process="addAttribute" xpath=".//cml:atom" name="id" value="$string(concat('a', count(preceding::cml:atom)+1))" />    <transform process="addAttribute" xpath=".//cml:atom" name="elementType" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:elementType']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="xFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:xFract']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="yFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:yFract']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="zFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:zFract']/text())" />    <transform process="setValue" xpath=".//cml:atom" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:elementType']/text())" />    <transform process="addChild" xpath="." elementName="cml:atomArray" />    <transform process="move" xpath=".//cml:atom" to="./cml:atomArray" />
        </template>  <template id="kpoints" pattern="\s*\%BLOCK\sKPOINTS_LIST.*" endPattern="\s*\%ENDBLOCK\sKPOINTS_LIST">    <record repeat="1" />    <record repeat="*">{4F,ca:kpoint}</record>    <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='ca:kpoint']" dictRef="ca:kpoints" />    <transform process="pullup" xpath=".//cml:matrix" />
        </template>
    </templateList>
<transform process="createCrystal" xpath=".//cml:atomArray" lattice=".//cml:list[@dictRef='ca:axis']" id="coordinates" connect="no" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='atoms']/cml:atomArray" />
<transform process="move" xpath="//cml:molecule" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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castep.geom


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	CASTEP geom file



	id

	castep.geom



	name

	CASTEP geom file



	xml:base

	topTemplate.xml







Input



BEGIN header

CASTEP calculation from Materials Studio
END header

                                     0                                     F   F   F   F            &-- c
                    -5.0078005415924089E+001   -5.0078005415924089E+001                             &-- E
                     1.0262214418141220E+001    0.0000000000000000E+000    0.0000000000000000E+000  &-- h
                     0.0000000000000000E+000    1.0262214418141220E+001    0.0000000000000000E+000  &-- h
                     0.0000000000000000E+000    0.0000000000000000E+000    1.0262214418141220E+001  &-- h
                    -1.2285877876718027E-004    4.2351647362715017E-022   -4.2351647362715017E-022  &-- S
                     4.2351647362715017E-022   -1.2285877876718040E-004    0.0000000000000000E+000  &-- S
                    -4.2351647362715017E-022    0.0000000000000000E+000   -1.2285877876718019E-004  &-- S
Si              1    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- R
Si              2    0.0000000000000000E+000    5.1311072090706089E+000    5.1311072090706089E+000  &-- R
Si              3    5.1311072090706089E+000    0.0000000000000000E+000    5.1311072090706089E+000  &-- R
Si              4    5.1311072090706089E+000    5.1311072090706089E+000    0.0000000000000000E+000  &-- R
Si              5    7.6966608136059138E+000    2.5655536045353049E+000    7.6966608136059138E+000  &-- R
Si              6    2.5655536045353049E+000    2.5655536045353049E+000    2.5655536045353049E+000  &-- R
Si              7    2.5655536045353049E+000    7.6966608136059138E+000    7.6966608136059138E+000  &-- R
Si              8    7.6966608136059138E+000    7.6966608136059138E+000    2.5655536045353049E+000  &-- R
Si              1    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              2    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              3    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              4    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              5    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              6    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              7    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              8    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F

                                     3                                     T   T   T   T            &-- c
                    -5.0080304782430773E+001   -5.0080304782430773E+001                             &-- E
                     1.0405743066368817E+001    3.8200054405598108E-037    2.6136879330146068E-037  &-- h
                     3.8200054405598108E-037    1.0405743066368817E+001    3.2168466867872084E-037  &-- h
                     2.6136879330146068E-037    3.2168466867872084E-037    1.0405743066368817E+001  &-- h
                     1.1138356651379254E-007    0.0000000000000000E+000    2.1175823681357508E-022  &-- S
                     0.0000000000000000E+000    1.1138356651379600E-007    0.0000000000000000E+000  &-- S
                     2.1175823681357508E-022    0.0000000000000000E+000    1.1138356651380637E-007  &-- S
Si              1    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- R
Si              2    3.2168466867872079E-037    5.2028715331844078E+000    5.2028715331844078E+000  &-- R
Si              3    5.2028715331844078E+000    3.5184260636735089E-037    5.2028715331844078E+000  &-- R
Si              4    5.2028715331844078E+000    5.2028715331844078E+000    2.9152673099009069E-037  &-- R
Si              5    7.8043072997766121E+000    2.6014357665922043E+000    7.8043072997766121E+000  &-- R
Si              6    2.6014357665922043E+000    2.6014357665922043E+000    2.6014357665922043E+000  &-- R
Si              7    2.6014357665922043E+000    7.8043072997766121E+000    7.8043072997766121E+000  &-- R
Si              8    7.8043072997766121E+000    7.8043072997766121E+000    2.6014357665922043E+000  &-- R
Si              1    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              2    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              3    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              4    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              5    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              6    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              7    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F
Si              8    0.0000000000000000E+000    0.0000000000000000E+000    0.0000000000000000E+000  &-- F

BEGIN footer
 Hirshfeld analysis of final structure
Si              1 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
Si              2 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
Si              3 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
Si              4 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
Si              5 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
Si              6 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
Si              7 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
Si              8 H charge=   0.00 H spin=  -0.00                                                    &-- HQS
END footer






Output text



<comment class="example.output" id="castep.geom">
        <module id="castep.geom">
              <module cmlx:templateRef="header">
                    <scalar dataType="xsd:string" dictRef="cc:title">BEGIN header</scalar>
              </module>
              <module cmlx:templateRef="section">
                    <molecule id="initial">
                          <crystal>
                                <scalar id="sc1" title="a" units="nonsi:angstrom">5.4305303944401055</scalar>
                                <scalar id="sc2" title="b" units="nonsi:angstrom">5.4305303944401055</scalar>
                                <scalar id="sc3" title="c" units="nonsi:angstrom">5.4305303944401055</scalar>
                                <scalar id="sc4" title="alpha" units="nonsi:degree">90.0</scalar>
                                <scalar id="sc5" title="beta" units="nonsi:degree">90.0</scalar>
                                <scalar id="sc6" title="gamma" units="nonsi:degree">90.0</scalar>
                          </crystal>
                          <atomArray>
                                <atom elementType="Si" id="a1" x3="0.0000" xFract="0.0000" y3="0.0000" yFract="0.0000" z3="0.0000" zFract="0.0000" />
                                <atom elementType="Si" id="a2" x3="0.0000" xFract="0.0000" y3="2.7152652" yFract="0.5000" z3="2.7152652" zFract="0.5000" />
                                <atom elementType="Si" id="a3" x3="2.7152652" xFract="0.5000" y3="0.0000" yFract="0.0000" z3="2.7152652" zFract="0.5000" />
                                <atom elementType="Si" id="a4" x3="2.7152652" xFract="0.5000" y3="2.7152652" yFract="0.5000" z3="0.0000" zFract="0.0000" />
                                <atom elementType="Si" id="a5" x3="4.0728978" xFract="0.7500" y3="1.3576326" yFract="0.2500" z3="4.0728978" zFract="0.7500" />
                                <atom elementType="Si" id="a6" x3="1.3576326" xFract="0.2500" y3="1.3576326" yFract="0.2500" z3="1.3576326" zFract="0.2500" />
                                <atom elementType="Si" id="a7" x3="1.3576326" xFract="0.2500" y3="4.0728978" yFract="0.7500" z3="4.0728978" zFract="0.7500" />
                                <atom elementType="Si" id="a8" x3="4.0728978" xFract="0.7500" y3="4.0728978" yFract="0.7500" z3="1.3576326" zFract="0.2500" />
                          </atomArray>
                          <bondArray />
                          <formula concise="Si8">
                                <atomArray count="8" elementType="Si" />
                          </formula>
                          <property dictRef="cml:molmass">
                                <scalar units="unit:dalton">224.684</scalar>
                          </property>
                    </molecule>
                    <list dictRef="ca:axis" id="axis">
                          <array dataType="xsd:double" dictRef="cc:latticeA" size="3">5.4305303944401055 0.0 0.0</array>
                          <array dataType="xsd:double" dictRef="cc:latticeB" size="3">0.0 5.4305303944401055 0.0</array>
                          <array dataType="xsd:double" dictRef="cc:latticeC" size="3">0.0 0.0 5.4305303944401055</array>
                    </list>
                    <scalar dataType="xsd:integer" dictRef="ca:niter">0</scalar>
                    <scalar dataType="xsd:string" dictRef="ca:convergence">F F F F</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:finalEnergy">-1362.6918613673529</scalar>
                    <scalar dataType="xsd:double" dictRef="ca:enthalpy">-1362.6918613673529</scalar>
              </module>
              <module cmlx:templateRef="section">
                    <molecule id="final">
                          <crystal>
                                <scalar id="sc1" title="a" units="nonsi:angstrom">5.506482489661875</scalar>
                                <scalar id="sc2" title="b" units="nonsi:angstrom">5.506482489661875</scalar>
                                <scalar id="sc3" title="c" units="nonsi:angstrom">5.506482489661875</scalar>
                                <scalar id="sc4" title="alpha" units="nonsi:degree">90.0</scalar>
                                <scalar id="sc5" title="beta" units="nonsi:degree">90.0</scalar>
                                <scalar id="sc6" title="gamma" units="nonsi:degree">90.0</scalar>
                          </crystal>
                          <atomArray>
                                <atom elementType="Si" id="a9" x3="0.0000" xFract="0.0000" y3="0.0000" yFract="0.0000" z3="0.0000" zFract="0.0000" />
                                <atom elementType="Si" id="a10" x3="0.0000" xFract="-0.0000" y3="2.75324124" yFract="0.5000" z3="2.75324124" zFract="0.5000" />
                                <atom elementType="Si" id="a11" x3="2.75324124" xFract="0.5000" y3="0.0000" yFract="-0.0000" z3="2.75324124" zFract="0.5000" />
                                <atom elementType="Si" id="a12" x3="2.75324124" xFract="0.5000" y3="2.75324124" yFract="0.5000" z3="0.0000" zFract="-0.0000" />
                                <atom elementType="Si" id="a13" x3="4.12986187" xFract="0.7500" y3="1.37662062" yFract="0.2500" z3="4.12986187" zFract="0.7500" />
                                <atom elementType="Si" id="a14" x3="1.37662062" xFract="0.2500" y3="1.37662062" yFract="0.2500" z3="1.37662062" zFract="0.2500" />
                                <atom elementType="Si" id="a15" x3="1.37662062" xFract="0.2500" y3="4.12986187" yFract="0.7500" z3="4.12986187" zFract="0.7500" />
                                <atom elementType="Si" id="a16" x3="4.12986187" xFract="0.7500" y3="4.12986187" yFract="0.7500" z3="1.37662062" zFract="0.2500" />
                          </atomArray>
                          <bondArray />
                          <formula concise="Si8">
                                <atomArray count="8" elementType="Si" />
                          </formula>
                          <property dictRef="cml:molmass">
                                <scalar units="unit:dalton">224.684</scalar>
                          </property>
                    </molecule>
                    <list dictRef="ca:axis" id="axis">
                          <array dataType="xsd:double" dictRef="cc:latticeA" size="3">5.506482489661875 2.0214599702004734E-37 1.3831041901371658E-37</array>
                          <array dataType="xsd:double" dictRef="cc:latticeB" size="3">2.0214599702004734E-37 5.506482489661875 1.7022820801688194E-37</array>
                          <array dataType="xsd:double" dictRef="cc:latticeC" size="3">1.3831041901371658E-37 1.7022820801688194E-37 5.506482489661875</array>
                    </list>
                    <scalar dataType="xsd:integer" dictRef="ca:niter">3</scalar>
                    <scalar dataType="xsd:string" dictRef="ca:convergence">T T T T</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:finalEnergy">-1362.7544303135187</scalar>
                    <scalar dataType="xsd:double" dictRef="ca:enthalpy">-1362.7544303135187</scalar>
              </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="header" pattern="\s*BEGIN\sheader.*" endPattern="\s*END\sheader.*">    <record repeat="*">\s*</record>    <record>{X,cc:title}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template id="section" pattern="\s{20,}[0-9].*" endPattern="\s*" endPattern2="~" repeat="*" keep="firstandlast">    <record>{I,ca:niter}{X,ca:convergence}.--\s*c</record>    <record>{E,cc:finalEnergy}{E,ca:enthalpy}.*--\s*E</record>    <record>{3E,cc:latticeA}.*--\s*h</record>    <record>{3E,cc:latticeB}.*--\s*h</record>    <record>{3E,cc:latticeC}.*--\s*h</record>    <record repeat="*">.*--\s*S</record>    <record repeat="*" id="atom">\s*{A,cc:elementType}{I,cc:serial}{E,cc:x3}{E,cc:y3}{E,cc:z3}.*--\s*R</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:finalEnergy' or @dictRef='ca:enthalpy']" args="operator=multiply operand=27.21139" />    <transform process="operateArray" xpath=".//cml:array[@dictRef='cc:latticeA' or @dictRef='cc:latticeB' or @dictRef='cc:latticeC']" args="operator=multiply operand=0.529177249" />    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:x3' or @dictRef='cc:y3' or @dictRef='cc:z3']" args="operator=multiply operand=0.529177249" />    <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:list" elementName="cml:atom" id="atom" />    <transform process="addAttribute" xpath=".//cml:atom" name="id" value="$string(concat('a', count(preceding::cml:atom)+1))" />    <transform process="addAttribute" xpath=".//cml:atom" name="elementType" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:elementType']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="x3" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:x3']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="y3" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:y3']/text())" />    <transform process="addAttribute" xpath=".//cml:atom" name="z3" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:z3']/text())" />    <transform process="setValue" xpath=".//cml:atom" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:elementType']/text())" />    <transform process="addChild" xpath="." elementName="cml:atomArray" />    <transform process="move" xpath=".//cml:atom" to="./cml:atomArray" />    <transform process="addChild" xpath="." elementName="cml:list" id="axis" />    <transform process="addAttribute" xpath=".//cml:list[@id='axis']" name="dictRef" value="ca:axis" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeA']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeB']" to=".//cml:list[@id='axis']" />    <transform process="move" xpath=".//cml:array[@dictRef='cc:latticeC']" to=".//cml:list[@id='axis']" />    <transform process="createCrystal" xpath=".//cml:atomArray" lattice=".//cml:list[@dictRef='ca:axis']" id="coordinates" connect="no" />    <transform process="delete" xpath="./cml:atomArray" />    <transform process="delete" xpath=".//cml:list[@cmlx:templateRef='atom']" />    <transform process="move" xpath=".//cml:scalar[@dictRef='ca:niter' or @dictRef='ca:convergence' or @dictRef='cc:finalEnergy' or @dictRef='ca:enthalpy']" to="." />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />
        </template>  <transform process="addAttribute" xpath="(.//cml:molecule)[1]" name="id" value="initial" />  <transform process="addAttribute" xpath="(.//cml:molecule)[last()]" name="id" value="final" />

    </templateList>
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Gaussian


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	entering

	l1
	l1.legal

	l1.citation

	l1.end
	l1.version

	l1.options

	l101.title

	l1.keywords

	l1.control









	l101
	l101.title

	l101.qmmm

	l101.zmatvariables

	l101.zmat

	l101.zmatfragment

	l101.zmata

	l101.zmat2

	l101.redundantcoords

	l101.isotope

	l101.isotope2

	l101.modredundant





	l601.anisospin

	l601.popanal
	l4601.occupied

	l4601.virtual

	l601.alphabetaeigen

	l601.orbital.openshell

	l601.orbital.closedshell

	l601.condensed

	mulliken
	l601.mullikenspin





	multipole

	l601.state

	l601.grossorbpop





	l601.polariz

	l601.nonmr

	l601.fermi

	l601.kinetic

	l602.electrostatic

	link1a
	l1.keywords

	l1.control

	l101.title

	l101.redundantcoords

	l101.zmata





	l103
	l103.catchall

	l103.trust

	l103.init

	rfo

	l103.localminsaddle

	l103.deltas

	l103.itemconverge

	l103.optimizedparam

	preddelta
	l103.catchall









	l120

	l120a

	l202
	l202.orient

	l202.distmat

	l202.stoich

	l202.rotconst





	l301
	l301.basis

	l301.basis2

	l301.dispersion

	l301.pcm.nonstandard

	l301.pcm.standard





	l302
	l302.basis

	l302.basis2





	l303.basis

	l401
	l401.orbsym
	l4601.occupied

	l4601.virtual

	l601.state





	l401.alphabeta
	l4601.occupied

	l4601.virtual









	l405

	l502
	l502.cycle

	l502.footer





	l508

	l502.pcm

	l502.footer2

	l701

	l702

	l703

	l716
	l716.dipole

	l716.polarizability

	l716.secondderiv

	l716.forceconstants

	l716.forcematrix
	lowfreq

	l716.diagvib

	l716.freq.chunkx





	l716.forces

	l716.zeropoint

	l716.freq.chunkx

	l716.thermochemistry
	l716.thermochemistry.temperature

	l716.thermochemistry.mass

	l716.thermochemistry.moi

	l716.thermochemistry.top

	l716.thermochemistry.rotsymnum

	l716.thermochemistry.rottemp

	l716.thermochemistry.rotconsts

	l716.thermochemistry.zpe

	l716.thermochemistry.vibtemp





	l716.thermoprops

	l716.irspectrum





	l801

	l804_l906

	l913

	l914
	l914_excitations





	l925

	l1101

	l1102

	l1110

	l1002.minotr

	l122

	l9999.final

	l9999.archive

	l9999.punched

	jobcpu

	link.enter

	leave

	l301
	l301.basis

	l301.basis2

	l301.dispersion

	l301.pcm.nonstandard

	l301.pcm.standard





	l401
	l401.orbsym
	l4601.occupied

	l4601.virtual

	l601.state





	l401.alphabeta
	l4601.occupied

	l4601.virtual









	l50X
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entering


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	entering



	pattern

	\s*Entering Gaussian System.*Link\s*0=.*



	endPattern

	.*Initial command\:.*$.*



	endOffset

	2



	xml:base

	l0.entering.xml







Input



Entering Gaussian System, Link 0=/usr/local/gaussian/g03/g03
Initial command:
/usr/local/gaussian/g03/l1.exe /tmp/webmo/1/Gau-28330.inp -scrdir=/tmp/webmo/1/






Output text



<comment class="example.output" id="entering">
    <module cmlx:templateRef="entering">
      <scalar dataType="xsd:string" dictRef="g:link0">/usr/local/gaussian/g03/g03</scalar>
      <array dataType="xsd:string" size="3" dictRef="g:command">/usr/local/gaussian/g03/l1.exe /tmp/webmo/1/Gau-28330.inp -scrdir=/tmp/webmo/1/</array>
    </module>
  </comment>






Template definition



<record id="enter">\s*Entering Gaussian System,\s*Link 0={X,g:link0}\s*</record>
<record />
<record id="command">{1_5A,g:command}</record>
<transform process="pullup" xpath=".//cml:scalar | .//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l1



	l1.legal

	l1.citation

	l1.end
	l1.version

	l1.options

	l101.title

	l1.keywords

	l1.control









==


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1



	name

	Processes route section, builds list of links to execute, and initializes scratch files



	repeat

	*



	endOffset

	1



	pattern

	\s*Entering\sLink\s1\s.*



	endPattern

	\s*Leave\sLink\s+1\s.*



	endPattern2

	.*99.*\;\s*$\s[^/]+



	xml:base

	l1.xml







Comment



    Entering Link 1 = /opt/G09/g09/l1.exe PID=      5823.

Copyright (c) 1988,1990,1992,1993,1995,1998,2003,2009, Gaussian, Inc.
                 All Rights Reserved.

This is part of the Gaussian(R) 09 program.  It is based on
the Gaussian(R) 03 system (copyright 2003, Gaussian, Inc.),
the Gaussian(R) 98 system (copyright 1998, Gaussian, Inc.),
the Gaussian(R) 94 system (copyright 1995, Gaussian, Inc.),
the Gaussian 92(TM) system (copyright 1992, Gaussian, Inc.),
the Gaussian 90(TM) system (copyright 1990, Gaussian, Inc.),
the Gaussian 88(TM) system (copyright 1988, Gaussian, Inc.),
the Gaussian 86(TM) system (copyright 1986, Carnegie Mellon
University), and the Gaussian 82(TM) system (copyright 1983,
Carnegie Mellon University). Gaussian is a federally registered
trademark of Gaussian, Inc.

   ....

    Leave Link    1 at Fri Sep 13 17:06:47 2013, MaxMem=  419430400 cpu:       0.1






Template definition



<templateList>  <xi:include href="l1/l1.legal.xml" />  <xi:include href="l1/l1.citation.xml" />  <xi:include href="l1/l1.end.xml" />
    </templateList>








          

      

      

    

  

  
    

    l1.legal
    

    

   


  

    
      
          
            
  
l1.legal


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.legal



	name

	legal



	repeat

	*



	pattern

	\s*Copyright\s*\(c\).*



	endPattern

	\s*\-+\s*$\s*



	endOffset

	1



	xml:base

	l1/l1.legal.xml







Comment



Copyright (c) 1988,1990,1992,1993,1995,1998,2003,2009,2010,
           Gaussian, Inc.  All Rights Reserved.

This is part of the Gaussian(R) 09 program.  It is based on
the Gaussian(R) 03 system (copyright 2003, Gaussian, Inc.),
the Gaussian(R) 98 system (copyright 1998, Gaussian, Inc.),
the Gaussian(R) 94 system (copyright 1995, Gaussian, Inc.),
the Gaussian 92(TM) system (copyright 1992, Gaussian, Inc.),
the Gaussian 90(TM) system (copyright 1990, Gaussian, Inc.),
the Gaussian 88(TM) system (copyright 1988, Gaussian, Inc.),
the Gaussian 86(TM) system (copyright 1986, Carnegie Mellon
University), and the Gaussian 82(TM) system (copyright 1983,
Carnegie Mellon University). Gaussian is a federally registered
trademark of Gaussian, Inc.

This software contains proprietary and confidential information,
including trade secrets, belonging to Gaussian, Inc.

This software is provided under written license and may be
used, copied, transmitted, or stored only in accord with that
written license.

The following legend is applicable only to US Government
contracts under FAR:

                   RESTRICTED RIGHTS LEGEND

Use, reproduction and disclosure by the US Government is
subject to restrictions as set forth in subparagraphs (a)
and (c) of the Commercial Computer Software - Restricted
Rights clause in FAR 52.227-19.

Gaussian, Inc.
340 Quinnipiac St., Bldg. 40, Wallingford CT 06492


---------------------------------------------------------------
Warning -- This program may not be used in any manner that
competes with the business of Gaussian, Inc. or will provide
assistance to any competitor of Gaussian, Inc.  The licensee
of this program is prohibited from giving any competitor of
Gaussian, Inc. access to this program.  By using this program,
the user acknowledges that Gaussian, Inc. is engaged in the
business of creating and licensing software in the field of
computational chemistry and represents and warrants to the
licensee that it is not a competitor of Gaussian, Inc. and that
it will not use this program in any manner prohibited above.
---------------------------------------------------------------






Input



Copyright (c) 1988,1990,1992,1993,1995,1998,2003, Gaussian, Inc.
                 All Rights Reserved.

This is the Gaussian(R) 03 program.  It is based on the
the Gaussian(R) 98 system (copyright 1998, Gaussian, Inc.),
the Gaussian(R) 94 system (copyright 1995, Gaussian, Inc.),
the Gaussian 92(TM) system (copyright 1992, Gaussian, Inc.),
the Gaussian 90(TM) system (copyright 1990, Gaussian, Inc.),
the Gaussian 88(TM) system (copyright 1988, Gaussian, Inc.),
the Gaussian 86(TM) system (copyright 1986, Carnegie Mellon
University), and the Gaussian 82(TM) system (copyright 1983,
Carnegie Mellon University). Gaussian is a federally registered
trademark of Gaussian, Inc.

This software contains proprietary and confidential information,
including trade secrets, belonging to Gaussian, Inc.

This software is provided under written license and may be
used, copied, transmitted, or stored only in accord with that
written license.

The following legend is applicable only to US Government
contracts under DFARS:

                   RESTRICTED RIGHTS LEGEND

Use, duplication or disclosure by the US Government is subject
to restrictions as set forth in subparagraph (c)(1)(ii) of the
Rights in Technical Data and Computer Software clause at DFARS
252.227-7013.

Gaussian, Inc.
Carnegie Office Park, Building 6, Pittsburgh, PA 15106 USA

The following legend is applicable only to US Government
contracts under FAR:

                   RESTRICTED RIGHTS LEGEND

Use, reproduction and disclosure by the US Government is subject
to restrictions as set forth in subparagraph (c) of the
Commercial Computer Software - Restricted Rights clause at FAR
52.227-19.

Gaussian, Inc.
Carnegie Office Park, Building 6, Pittsburgh, PA 15106 USA


---------------------------------------------------------------
Warning -- This program may not be used in any manner that
competes with the business of Gaussian, Inc. or will provide
assistance to any competitor of Gaussian, Inc.  The licensee
of this program is prohibited from giving any competitor of
Gaussian, Inc. access to this program.  By using this program,
the user acknowledges that Gaussian, Inc. is engaged in the
business of creating and licensing software in the field of
computational chemistry and represents and warrants to the
licensee that it is not a competitor of Gaussian, Inc. and that
it will not use this program in any manner prohibited above.
---------------------------------------------------------------






Output text



<comment class="example.output" id="l1.legal">
    <module />
  </comment>






Template definition



<record id="legal">{X,g:l1.legal}</record>
<record repeat="*" />
<transform process="pullup" xpath=".//cml:scalar" />








          

      

      

    

  

  
    

    l1.citation
    

    

   


  

    
      
          
            
  
l1.citation


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.citation



	name

	citation



	repeat

	*



	pattern

	\s*Cite this work as:\s*



	endPattern

	.*Gaussian, Inc\..*



	endOffset

	1



	xml:base

	l1/l1.citation.xml







Input



Cite this work as:
Gaussian 03, Revision B.04,
M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria,
M. A. Robb, J. R. Cheeseman, J. A. Montgomery, Jr., T. Vreven,
K. N. Kudin, J. C. Burant, J. M. Millam, S. S. Iyengar, J. Tomasi,
V. Barone, B. Mennucci, M. Cossi, G. Scalmani, N. Rega,
G. A. Petersson, H. Nakatsuji, M. Hada, M. Ehara, K. Toyota,
R. Fukuda, J. Hasegawa, M. Ishida, T. Nakajima, Y. Honda, O. Kitao,
H. Nakai, M. Klene, X. Li, J. E. Knox, H. P. Hratchian, J. B. Cross,
C. Adamo, J. Jaramillo, R. Gomperts, R. E. Stratmann, O. Yazyev,
A. J. Austin, R. Cammi, C. Pomelli, J. W. Ochterski, P. Y. Ayala,
K. Morokuma, G. A. Voth, P. Salvador, J. J. Dannenberg,
V. G. Zakrzewski, S. Dapprich, A. D. Daniels, M. C. Strain,
O. Farkas, D. K. Malick, A. D. Rabuck, K. Raghavachari,
J. B. Foresman, J. V. Ortiz, Q. Cui, A. G. Baboul, S. Clifford,
J. Cioslowski, B. B. Stefanov, G. Liu, A. Liashenko, P. Piskorz,
I. Komaromi, R. L. Martin, D. J. Fox, T. Keith, M. A. Al-Laham,
C. Y. Peng, A. Nanayakkara, M. Challacombe, P. M. W. Gill,
B. Johnson, W. Chen, M. W. Wong, C. Gonzalez, and J. A. Pople,
Gaussian, Inc., Pittsburgh PA, 2003.






Output text



<comment class="example.output" id="citation">
    <module />
  </comment>






Template definition



<record id="citation">{X,g:l1.citation}</record>
<record repeat="*" />








          

      

      

    

  

  
    

    l1.end
    

    

   


  

    
      
          
            
  
l1.end



	l1.version

	l1.options

	l101.title

	l1.keywords

	l1.control








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.end



	name

	link1



	repeat

	*



	newline

	$



	pattern

	\s\*+\s*$\s*Gaussian\s*\d+:.*



	endPattern

	~



	endOffset

	1



	xml:base

	l1/l1.end.xml







Input



*********************************************
Gaussian 03:  x86-Linux-G03RevB.04 2-Jun-2003
                 20-Nov-2006
*********************************************
%nprocshared=4
Will use up to    4 processors via shared memory.
%mem=10500MB
%NoSave
%Chk=chk.chk
%rwf=/tmp/pbs.3528793.cx1/rwf
--------------------------
#N B3LYP/6-31G(d) OPT FREQ
--------------------------
1/14=-1,18=20,26=3,38=1/1,3;
2/9=110,17=6,18=5,40=1/2;
99/9=1/99;






Output text



<comment class="example.output" id="l1.end">
    <module cmlx:templateRef="l1.end">
      <scalar dataType="xsd:string" dictRef="cc:run.date">20-Nov-2006</scalar>
      <scalar dataType="xsd:string" dictRef="cc:program">Gaussian 03</scalar>
      <scalar dataType="xsd:string" dictRef="cc:version">x86-Linux-G03RevB.04</scalar>
      <scalar dataType="xsd:string" dictRef="cc:program.date">2-Jun-2003</scalar>
      <array dataType="xsd:string" size="1" dictRef="g:kk">nprocshared=4</array>
      <array dataType="xsd:string" size="1" dictRef="g:kk">mem=10500MB</array>
      <array dataType="xsd:string" size="1" dictRef="g:kk">NoSave</array>
      <array dataType="xsd:string" size="1" dictRef="g:kk">Chk=chk.chk</array>
      <array dataType="xsd:string" size="1" dictRef="g:kk">rwf=/tmp/pbs.3528793.cx1/rwf</array>
      <scalar dataType="xsd:string" dictRef="cc:title" cmlx:templateRef="title">#N B3LYP/6-31G(d) OPT FREQ</scalar>
      <list cmlx:templateRef="control">
        <scalar dataType="xsd:string" dictRef="g:control">1/14=-1,18=20,26=3,38=1/1,3</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">2/9=110,17=6,18=5,40=1/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">99/9=1/99</scalar>
      </list>
    </module>
  </comment>






Template definition



<templateList>  <xi:include href="l1/l1.version.xml" />  <xi:include href="l1/l1.options.xml" />  <xi:include href="l1/../l101/l101.title.xml" />  <xi:include href="l1/l1.keywords.xml" />  <xi:include href="l1/l1.control.xml" />
  </templateList>
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='l1.version']/cml:*" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='l1.options']/cml:*" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='l101.title']/cml:*" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='l1.control']/cml:list" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//text()[starts-with(normalize-space(.),'Will use up to')]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l1.version
    

    

   


  

    
      
          
            
  
l1.version


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.version



	pattern

	\s*\*+\s*$\s*Gaussian.*\s*



	endPattern

	\s*\*+\s*



	endOffset

	1



	xml:base

	l1/l1.version.xml







Input



*********************************************
Gaussian 03:  x86-Linux-G03RevB.04 2-Jun-2003
                 20-Nov-2006
*********************************************






Output text



<comment class="example.output" id="l1.version">
    <module cmlx:templateRef="l1.version">
      <scalar dataType="xsd:string" dictRef="cc:program">Gaussian 03</scalar>
      <scalar dataType="xsd:string" dictRef="cc:version">x86-Linux-G03RevB.04</scalar>
      <scalar dataType="xsd:string" dictRef="cc:program.date">2-Jun-2003</scalar>
      <scalar dataType="xsd:string" dictRef="cc:run.date">20-Nov-2006</scalar>
    </module>
  </comment>






Template definition



<record />
<record id="prog">{X,cc:program}:{A,cc:version}\s+{A,cc:program.date}</record>
<record id="prog">\s*{A,cc:run.date}\s*</record>
<record repeat="*" id="verb">{X,x:verb}</record>
<transform process="delete" xpath="./cml:list[@cmlx:templateRef='verb']" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l1.options
    

    

   


  

    
      
          
            
  
l1.options


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.options



	pattern

	\s*\%.*



	repeat

	*



	endPattern

	.*



	endOffset

	0



	xml:base

	l1/l1.options.xml







Comment



%nprocshared=4
Will use up to    4 processors via shared memory.
%mem=10500MB
%NoSave
%Chk=chk.chk
%rwf=/tmp/pbs.3528793.cx1/rwf






Input



%nprocshared=4






Input



%NoSave






Output text



<comment class="example.output" id="l1.options.1">
    <module cmlx:templateRef="l1.options">
      <array dataType="xsd:string" size="1" dictRef="g:kk">nprocshared=4</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l1.options.2">
    <module cmlx:templateRef="l1.options">
      <array dataType="xsd:string" size="1" dictRef="g:kk">NoSave</array>
    </module>
  </comment>






Template definition



<record id="options" repeat="*">\s*\%{1_20A,g:kk}\s*</record>
<transform process="pullup" xpath=".//cml:list/cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l101.title
    

    

   


  

    
      
          
            
  
l101.title


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.title



	pattern

	\s*\-+\s*$.*



	endPattern

	\s*\-+\s*



	endOffset

	1



	xml:base

	l101/l101.title.xml







Input



---
CH4
---






Output text



<comment class="example.output" id="l1.redundantcoords">
    <module cmlx:templateRef="l101.title">
      <scalar dataType="xsd:string" dictRef="cc:title" cmlx:templateRef="title">CH4</scalar>
    </module>
  </comment>






Template definition



<record />
<record id="title">{X,cc:title}</record>
<record />
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l1.keywords
    

    

   


  

    
      
          
            
  
l1.keywords


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.keywords



	pattern

	\s*\-+\s*$.*



	endPattern

	\s*\-+\s*



	endOffset

	1



	xml:base

	l1/l1.keywords.xml







Input



--------------------------
#N B3LYP/6-31G(d) OPT FREQ
--------------------------






Output text



<comment class="example.output" id="l1.keywords">
    <module cmlx:templateRef="l1.keywords">
      <scalar dataType="xsd:string" dictRef="cc:keyword">#N</scalar>
      <scalar dataType="xsd:string" dictRef="cc:keyword">B3LYP/6-31G(d)</scalar>
      <scalar dataType="xsd:string" dictRef="cc:keyword">OPT</scalar>
      <scalar dataType="xsd:string" dictRef="cc:keyword">FREQ</scalar>
    </module>
  </comment>






Template definition



<record />
<record id="prog" repeat="*">{X,cc:keywords}</record>
<transform process="delete" xpath=".//cml:scalar[contains(.,'------')]" />
<transform process="delete" xpath=".//cml:scalar[string-length(.)=0]" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="split" xpath="./cml:scalar" dictRef="cc:keyword" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l1.control
    

    

   


  

    
      
          
            
  
l1.control


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.control



	pattern

	\s\d.*/.*\;\s*



	repeat

	*



	endPattern

	\s*99/.*/99;\s*



	endOffset

	1



	xml:base

	l1/l1.control.xml







Input



1/14=-1,18=20,26=3,38=1/1,3;
2/9=110,17=6,18=5,40=1/2;
3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3;
4//1;
5/5=2,38=5/2;
6/7=2,8=2,9=2,10=2,28=1/1;
7//1,2,3,16;
1/14=-1,18=20/3(1);
99//99;
2/9=110/2;
3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3;
4/5=5,16=3/1;
5/5=2,38=5/2;
7//1,2,3,16;
1/14=-1,18=20/3(-5);
2/9=110/2;
6/7=2,8=2,9=2,10=2,19=2,28=1/1;
99/9=1/99;






Output text



<comment class="example.output" id="l1.control">
    <module cmlx:templateRef="l1.control">
      <list cmlx:templateRef="control">
        <scalar dataType="xsd:string" dictRef="g:control">1/14=-1,18=20,26=3,38=1/1,3</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">2/9=110,17=6,18=5,40=1/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">4//1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">5/5=2,38=5/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">6/7=2,8=2,9=2,10=2,28=1/1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">7//1,2,3,16</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">1/14=-1,18=20/3(1)</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">99//99</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">2/9=110/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">4/5=5,16=3/1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">5/5=2,38=5/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">7//1,2,3,16</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">1/14=-1,18=20/3(-5)</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">2/9=110/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">6/7=2,8=2,9=2,10=2,19=2,28=1/1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">99/9=1/99</scalar>
      </list>
    </module>
  </comment>






Template definition



<record id="control" repeat="*">\s*{X,g:control};\s*</record>








          

      

      

    

  

  
    

    l101
    

    

   


  

    
      
          
            
  
l101



	l101.title

	l101.qmmm

	l101.zmatvariables

	l101.zmat

	l101.zmatfragment

	l101.zmata

	l101.zmat2

	l101.redundantcoords

	l101.isotope

	l101.isotope2

	l101.modredundant








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101



	name

	Reads title and molecule specification



	repeat

	*



	endOffset

	1



	pattern

	\s*\(Enter.*l101\..*



	pattern2

	\s*-+$.+$\s*-+$\s*(Symbolic\sZ-matrix|Charge|Structure\sfrom\sthe\scheckpoint).*



	endPattern

	\s*Leave\sLink\s+101\s.*



	endPattern2

	.*$\s*(Grad){1,}



	endPattern3

	.*$\s+.*orientation:.*



	xml:base

	l101.xml







Input



 (Enter /opt/G09/g09/l101.exe)
 ----
 user-defined title
 ----
 Symbolic Z-matrix:
 Charge =  0 Multiplicity = 1
 C
 H                    1    B1
 H                    1    B2       2    A1
 H                    1    B3       2    A2       3    D1       0
 H                    1    B4       2    A3       3    D2       0
       Variables:
  B1                    1.113
  B2                    1.113
  B3                    1.113
  B4                    1.113
  A1                  109.47124
  A2                  109.47119
  D1                  120.
  A3                  109.47123
  D2                 -120.

     3 tetrahedral angles replaced.
...
 Leave Link  101 at Fri Sep 13 17:06:48 2013, MaxMem=  419430400 cpu:       0.5






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<templateList>  <xi:include href="l101/l101.title.xml" />  <xi:include href="l101/l101.qmmm.xml" />  <xi:include href="l101/l101.zmatvariables.xml" />  <xi:include href="l101/l101.zmat.xml" />  <xi:include href="l101/l101.zmatfragment.xml" />  <xi:include href="l101/l101.zmatcommas.xml" />  <xi:include href="l101/l101.zmat2.xml" />  <xi:include href="l101/l101.redundantcoords.xml" />  <xi:include href="l101/l101.isotope.xml" />  <xi:include href="l101/l101.isotope2.xml" />  <xi:include href="l101/l101.modredundant.xml" />

  </templateList>
<record repeat="*" id="rest">{X,x:l101}</record>








          

      

      

    

  

  
    

    l101.title
    

    

   


  

    
      
          
            
  
l101.title


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.title



	pattern

	\s*\-+\s*$.*



	endPattern

	\s*\-+\s*



	endOffset

	1



	xml:base

	l101/l101.title.xml







Input



---
CH4
---






Output text



<comment class="example.output" id="l1.redundantcoords">
    <module cmlx:templateRef="l101.title">
      <scalar dataType="xsd:string" dictRef="cc:title" cmlx:templateRef="title">CH4</scalar>
    </module>
  </comment>






Template definition



<record />
<record id="title">{X,cc:title}</record>
<record />
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l101.qmmm
    

    

   


  

    
      
          
            
  
l101.qmmm


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.qmmm



	pattern

	\s+Charge.*Multiplicity.*for.*level\scalculation.*



	endPattern

	\s*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	l101/l101.qmmm.xml







Input



Charge =  0 Multiplicity = 1 for low   level calculation on real  system.
Charge =  0 Multiplicity = 1 for high  level calculation on model system.
Charge =  0 Multiplicity = 1 for low   level calculation on model system.
C-C_2                0    -0.23158   0.44977   0.       H
H-H_                 0    -0.36056   1.51197   0.       H
C-C_3                0     1.18639  -0.15104   0.       L    H-H_     1     0.        0.
H-H_                 0     1.90836   0.63867   0.       L
H-H_                 0     1.31801  -0.75462   0.87365  L
H-H_                 0     1.31801  -0.75463  -0.87365  L
O-O_2                0    -1.23909  -0.30422   0.       H






Output text



<comment class="example.output" id="l101.qmmm">
       <module cmlx:templateRef="l101.qmmm">
            <list cmlx:templateRef="chargemultlevelsystem">
               <array dataType="xsd:integer" dictRef="g:charge" size="3">0 0 0</array>
               <array dataType="xsd:integer" dictRef="g:multiplicity" size="3">1 1 1</array>
               <array dataType="xsd:string" dictRef="x:level" size="3">low high low</array>
               <array dataType="xsd:string" dictRef="x:system" size="3">real model model</array>
            </list>
            <list cmlx:templateRef="isotope">
               <scalar dataType="xsd:string" dictRef="x:atom">C</scalar>
               <scalar dataType="xsd:string" dictRef="g:atomicType">C_2</scalar>
               <scalar dataType="xsd:integer" dictRef="x:frozen">0</scalar>
               <array dataType="xsd:double" dictRef="x:coords" size="3">-0.23158 0.44977 0.</array>
               <scalar dataType="xsd:string" dictRef="x:layer">H</scalar>
            </list>
            <list cmlx:templateRef="isotope">
               <scalar dataType="xsd:string" dictRef="x:atom">H</scalar>
               <scalar dataType="xsd:string" dictRef="g:atomicType">H_</scalar>
               <scalar dataType="xsd:integer" dictRef="x:frozen">0</scalar>
               <array dataType="xsd:double" dictRef="x:coords" size="3">-0.36056 1.51197 0.</array>
               <scalar dataType="xsd:string" dictRef="x:layer">H</scalar>
            </list>
            <list cmlx:templateRef="isotope">
               <scalar dataType="xsd:string" dictRef="x:atom">C</scalar>
               <scalar dataType="xsd:string" dictRef="g:atomicType">C_3</scalar>
               <scalar dataType="xsd:integer" dictRef="x:frozen">0</scalar>
               <array dataType="xsd:double" dictRef="x:coords" size="3">1.18639 -0.15104 0.</array>
               <scalar dataType="xsd:string" dictRef="x:layer">L</scalar>
               <scalar dataType="xsd:string" dictRef="x:atomlink">H-H_</scalar>
               <scalar dataType="xsd:integer" dictRef="x:bondedto">1</scalar>
               <array dataType="xsd:double" dictRef="x:scalefactor" size="2">0. 0.</array>
            </list>
            <list cmlx:templateRef="isotope">
               <scalar dataType="xsd:string" dictRef="x:atom">H</scalar>
               <scalar dataType="xsd:string" dictRef="g:atomicType">H_</scalar>
               <scalar dataType="xsd:integer" dictRef="x:frozen">0</scalar>
               <array dataType="xsd:double" dictRef="x:coords" size="3">1.90836 0.63867 0.</array>
               <scalar dataType="xsd:string" dictRef="x:layer">L</scalar>
            </list>
            <list cmlx:templateRef="isotope">
               <scalar dataType="xsd:string" dictRef="x:atom">H</scalar>
               <scalar dataType="xsd:string" dictRef="g:atomicType">H_</scalar>
               <scalar dataType="xsd:integer" dictRef="x:frozen">0</scalar>
               <array dataType="xsd:double" dictRef="x:coords" size="3">1.31801 -0.75462 0.87365</array>
               <scalar dataType="xsd:string" dictRef="x:layer">L</scalar>
            </list>
            <list cmlx:templateRef="isotope">
               <scalar dataType="xsd:string" dictRef="x:atom">H</scalar>
               <scalar dataType="xsd:string" dictRef="g:atomicType">H_</scalar>
               <scalar dataType="xsd:integer" dictRef="x:frozen">0</scalar>
               <array dataType="xsd:double" dictRef="x:coords" size="3">1.31801 -0.75463 -0.87365</array>
               <scalar dataType="xsd:string" dictRef="x:layer">L</scalar>
            </list>
            <list cmlx:templateRef="isotope">
               <scalar dataType="xsd:string" dictRef="x:atom">O</scalar>
               <scalar dataType="xsd:string" dictRef="g:atomicType">O_2</scalar>
               <scalar dataType="xsd:integer" dictRef="x:frozen">0</scalar>
               <array dataType="xsd:double" dictRef="x:coords" size="3">-1.23909 -0.30422 0.</array>
               <scalar dataType="xsd:string" dictRef="x:layer">H</scalar>
            </list>
         </module>
    </comment>






Template definition



<record id="chargemultlevelsystem" repeat="*" makeArray="true">\s+Charge\s+\={I,g:charge}Multiplicity\s\={I,g:multiplicity}for\s{A,x:level}level\scalculation\son{A,x:system}system.*</record>
<templateList>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)--([a-zA-Z_0-9\.]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s+\S+\s+.*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">{A,x:atom}-{A,g:atomicType}--{F,x:charge}{I,x:frozen}{3F,x:coords}{A,x:layer}{A,x:atomlink}{I,x:bondedto}{1_3F,x:scalefactor}</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:charge']" args="operator=multiply operand=-1" />    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)--([a-zA-Z_0-9\.]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}--{F,x:charge}\s+{I,x:frozen}\s+{3F,x:coords}\s+{X,x:layer}</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:charge']" args="operator=multiply operand=-1" />    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)--([a-zA-Z_0-9\.]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}--{F,x:charge}\s+{I,x:frozen}\s+{3F,x:coords}</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:charge']" args="operator=multiply operand=-1" />    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)--([a-zA-Z_0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}--{F,x:charge}\s+{3F,x:coords}</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:charge']" args="operator=multiply operand=-1" />    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)-([a-zA-Z_0-9\.]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s+\S+\s+.*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">{A,x:atom}-{A,g:atomicType}-{F,x:charge}{I,x:frozen}{3F,x:coords}{A,x:layer}{A,x:atomlink}{I,x:bondedto}{1_3F,x:scalefactor}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)-([a-zA-Z_0-9\.]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}-{F,x:charge}\s+{I,x:frozen}\s+{3F,x:coords}\s+{X,x:layer}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)-([a-zA-Z_0-9\.]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}-{F,x:charge}\s+{I,x:frozen}\s+{3F,x:coords}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)-([a-zA-Z_0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}-{F,x:charge}\s+{3F,x:coords}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s+\S+\s+.*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">{A,x:atom}-{A,g:atomicType}\s+{I,x:frozen}{3F,x:coords}{A,x:layer}{A,x:atomlink}{I,x:bondedto}{1_3F,x:scalefactor}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}\s+{I,x:frozen}\s+{3F,x:coords}\s+{X,x:layer}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}\s+{I,x:frozen}\s+{3F,x:coords}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)-([a-zA-Z_0-9]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}-{A,g:atomicType}\s+{3F,x:coords}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s+\S+\s+.*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">{A,x:atom}\s+{I,x:frozen}{3F,x:coords}{A,x:layer}{A,x:atomlink}{I,x:bondedto}{1_3F,x:scalefactor}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+\S\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}\s+{I,x:frozen}\s+{3F,x:coords}\s+{X,x:layer}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)\s+(\S+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}\s+{I,x:frozen}\s+{3F,x:coords}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>  <template pattern="\s+([a-zA-Z_0-9]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s+(-?[0-9\.]+)\s*" endPattern=".*" endPattern2="~" repeat="*">    <record id="isotope" repeat="*">\s*{A,x:atom}\s+{3F,x:coords}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
        </template>


    </templateList>
<transform process="pullup" xpath="./cml:module/cml:list[@cmlx:templateRef='isotope']" repeat="1" />
<transform process="delete" xpath="./cml:module[count(*)=0]" />
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l101.zmatvariables


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.zmatvariables



	pattern

	\s*Symbolic.*$\s+Charge.*Multiplicity.*$[^\.]+



	endPattern

	\s*



	repeat

	*



	xml:base

	l101/l101.zmatvariables.xml







Input



Symbolic Z-matrix:
Charge =  0 Multiplicity = 1
C
H                    1    B1
H                    1    B2       2    A1
H                    1    B3       2    A2       3    D1       0
H                    1    B4       2    A3       3    D2       0
      Variables:
 B1                    1.113
 B2                    1.113
 B3                    1.113
 B4                    1.113
 A1                  109.47124
 A2                  109.47119
 D1                  120.
 A3                  109.47123
 D2                 -120.






Output text



<comment class="example.output" id="l101.zmatvariables">
    <module cmlx:templateRef="l101.zmatvariables">
      <map id="variableMap">
        <link from="B1" to="1.113" />
        <link from="B2" to="1.113" />
        <link from="B3" to="1.113" />
        <link from="B4" to="1.113" />
        <link from="A1" to="109.47124" />
        <link from="A2" to="109.47119" />
        <link from="D1" to="120.0" />
        <link from="A3" to="109.47123" />
        <link from="D2" to="-120.0" />
      </map>
      <molecule id="zinitial" spinMultiplicity="1" formalCharge="0">
        <zMatrix>
          <length atomRefs2="a1 a2">1.113</length>
          <length atomRefs2="a1 a3">1.113</length>
          <angle atomRefs3="a2 a1 a3">109.47124</angle>
          <length atomRefs2="a1 a4">1.113</length>
          <angle atomRefs3="a2 a1 a4">109.47119</angle>
          <torsion atomRefs4="a3 a2 a1 a4">120.0</torsion>
          <length atomRefs2="a1 a5">1.113</length>
          <angle atomRefs3="a2 a1 a5">109.47123</angle>
          <torsion atomRefs4="a3 a2 a1 a5">-120.0</torsion>
        </zMatrix>
        <atomArray>
          <atom elementType="C" id="a1" x3="1.113" y3="0.0" z3="0.0" />
          <atom elementType="H" id="a2" x3="0.0" y3="0.0" z3="0.0" />
          <atom elementType="H" id="a3" x3="1.4840003546705822" y3="1.0493463378857821" z3="0.0" />
          <atom elementType="H" id="a4" x3="1.4839994389430116" y3="-0.524673330822134" z3="0.9087608663603304" />
          <atom elementType="H" id="a5" x3="1.484000171525091" y3="-0.5246732013187714" z3="-0.9087606420539267" />
        </atomArray>
      </molecule>
    </module>
  </comment>






Template definition



<record />
<record id="chargemult">\s*Charge\s*={I,x:formalCharge}\s*Multiplicity\s*={I,x:multiplicity}\s*</record>
<record id="atom1">\s*{A,cc:elementType}\s*</record>
<record id="atom2">\s*{A,cc:elementType}\s{I,x:junk}\s{A,cc:name}\s*</record>
<record id="atom3">\s*{A,cc:elementType}\s{I,x:junk}\s{A,cc:name}\s{I,x:junk}\s{A,cc:name}\s*</record>
<record id="atom4" repeat="*">\s*{A,cc:elementType}\s{I,x:junk}\s{A,cc:name}\s{I,x:junk}\s{A,cc:name}\s{I,x:junk}\s{A,cc:name}\s{I,g:unknown}\s*</record>
<record />
<record id="variable" repeat="*">\s*{A,x:name}\s{F,x:value}\s*</record>
<transform process="addMap" xpath="." id="variableMap" from=".//cml:scalar[@dictRef='x:name']" to=".//cml:scalar[@dictRef='x:value']" />
<transform process="delete" xpath="./cml:list[@cmlx:templateRef='variable']" />
<transform process="createAtom" xpath=".//cml:scalar[@dictRef='cc:elementType']" />
<transform process="setValue" xpath=".//cml:list/cml:scalar[2] |            .//cml:list/cml:scalar[4] |            .//cml:list/cml:scalar[6]" map="//cml:map[@id='variableMap']" value="$string(.)" />
<transform process="createLength" xpath=".//cml:list/cml:list[cml:atom]" atomRefs="$string(cml:scalar[1]) $string(cml:atom/@id)" value="$string(cml:scalar[2])" />
<transform process="createAngle" xpath=".//cml:list/cml:list[cml:atom]" atomRefs="$string(cml:scalar[3]) $string(cml:scalar[1]) $string(cml:atom/@id)" value="$string(cml:scalar[4])" />
<transform process="createTorsion" xpath=".//cml:list/cml:list[cml:atom]" atomRefs="$string(cml:scalar[5]) $string(cml:scalar[3]) $string(cml:scalar[1]) $string(cml:atom/@id)" value="$string(cml:scalar[6])" />
<transform process="createZMatrix" xpath="." id="zinitial" />
<transform process="addAttribute" xpath=".//cml:molecule" name="spinMultiplicity" value="$string(..//cml:scalar[@dictRef='x:multiplicity'])" />
<transform process="addAttribute" xpath=".//cml:molecule" name="formalCharge" value="$string(..//cml:scalar[@dictRef='x:formalCharge'])" />
<transform process="delete" xpath="./cml:list" />
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l101.zmat


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.zmat



	repeat

	*



	pattern

	.*Symbolic Z\-matrix.*$\s*Charge.*Multiplicity.*$\s*\S+\s+\S+\s+\S+\s+\S+\s*



	endPattern

	\s*



	xml:base

	l101/l101.zmat.xml







Input



Symbolic Z-matrix:
Charge =  0 Multiplicity = 1
H                     2.67317  -0.69436   1.17604
C                     1.98961  -0.3388    0.40746
H                     0.63164   1.77722  -0.58197






Input



Symbolic Z-matrix:
Charge =  0 Multiplicity = 1
1                    -4.02766   0.28369   0.
1                    -4.62766   0.28369   0.






Output text



<comment class="example.output" id="l1.zmat">
    <module cmlx:templateRef="l101.zmat">
      <molecule id="zmat" formalCharge="0" spinMultiplicity="1" cmlx:templateRef="mol">
        <atomArray>
          <atom id="a1" elementType="H" x3="2.67317" y3="-0.69436" z3="1.17604">
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a2" elementType="C" x3="1.98961" y3="-0.3388" z3="0.40746">
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a3" elementType="H" x3="0.63164" y3="1.77722" z3="-0.58197">
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
        </atomArray>
        <formula formalCharge="0" concise="C 1 H 2">
          <atomArray elementType="C H" count="1.0 2.0" />
        </formula>
        <bondArray>
          <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
        </bondArray>
        <property dictRef="cml:molmass">
          <scalar dataType="xsd:double" units="unit:dalton">13.01864</scalar>
        </property>
      </molecule>
    </module>
  </comment>






Output text



<comment class="example.output" id="l101.zmat2">
    <module cmlx:templateRef="l101.zmat">
        <molecule cmlx:templateRef="mol" formalCharge="0" id="zmat" spinMultiplicity="1">
            <atomArray>
              <atom elementType="H" id="a1" x3="-4.02766" y3="0.28369" z3="0.0000" />
              <atom elementType="H" id="a2" x3="-4.62766" y3="0.28369" z3="0.0000" />
           </atomArray>
           <bondArray />
           <formula concise="H2" />
           <property dictRef="cml:molmass">
              <scalar units="unit:dalton">0.0</scalar>
           </property>
           <list cmlx:templateRef="charge">
              <list>
                 <scalar dataType="xsd:integer" dictRef="g:charge">0</scalar>
                 <scalar dataType="xsd:integer" dictRef="g:mult">1</scalar>
              </list>
           </list>
        </molecule>
    </module>
  </comment>






Template definition



<record />
<record id="charge">.*Charge ={I,g:charge} Multiplicity ={I,g:mult}</record>
<record id="mol" repeat="*" makeArray="true">{I,gau:elementType} {F,gau:x3,unit:angstrom}  {F,gau:y3,unit:angstrom} {F,gau:z3,unit:angstrom}</record>
<record id="mol" repeat="*" makeArray="true">{A,gau:elementType} {F,gau:x3,unit:angstrom}  {F,gau:y3,unit:angstrom} {F,gau:z3,unit:angstrom}</record>
<transform process="createMolecule" id="zmat" xpath=".//cml:array" />
<transform process="move" to=".//cml:molecule" xpath="./cml:list[@cmlx:templateRef='charge']" />
<transform process="addAttribute" xpath=".//cml:molecule[@id='zmat']" name="formalCharge" value="$string(.//cml:scalar[@dictRef='g:charge'])" />
<transform process="addAttribute" xpath=".//cml:molecule[@id='zmat']" name="spinMultiplicity" value="$string(.//cml:scalar[@dictRef='g:mult'])" />
<transform process="delete" xpath="./cml:list[@cmlx:templateRef='charge']" />
<transform process="pullupSingleton" xpath="./cml:list" />
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l101.zmatfragment


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.zmatfragment



	repeat

	*



	pattern

	.*Symbolic\s
Z\-matrix.*$\s*Charge.*Multiplicity.*in\ssupermolecule\s*$\s*Charge.*Multiplicity.*in\sfragment.*



	endPattern

	\s*



	xml:base

	l101/l101.zmatfragment.xml







Input



Symbolic Z-matrix:
Charge =  0 Multiplicity = 1 in supermolecule
Charge =  0 Multiplicity = 1 in fragment      1.
Charge =  0 Multiplicity = 1 in fragment      2.
H(Fragment=1)         10.95684   0.52181   5.17636
N(Fragment=1)         10.78265  -0.14558   6.33644
H(Fragment=1)         11.65274  -0.43711   6.75966
C(Fragment=1)         9.545    -0.78436   6.74173
H(Fragment=2)         19.67428  -3.80756  -5.09505
H(Fragment=2)         18.43108  -7.54832  -1.03918






Output text



<comment class="example.output" id="l101.zmatfragment">
    <module cmlx:templateRef="l101.zmatfragment">
        <list cmlx:templateRef="chargefragment">
           <array dataType="xsd:integer" dictRef="g:charge" size="2">0 0</array>
           <array dataType="xsd:integer" dictRef="g:mult" size="2">1 1</array>
           <array dataType="xsd:integer" dictRef="g:fragment" size="2">1 2</array>
        </list>
        <molecule cmlx:templateRef="mol" formalCharge="0" id="zmatfragment" spinMultiplicity="1">
            <atomArray>
               <atom elementType="H" id="a1" x3="10.95684" y3="0.52181" z3="5.17636">
                  <scalar dataType="xsd:integer" dictRef="g:fragment">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
               </atom>
               <atom elementType="N" id="a2" x3="10.78265" y3="-0.14558" z3="6.33644">
                  <scalar dataType="xsd:integer" dictRef="g:fragment">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
               </atom>
               <atom elementType="H" id="a3" x3="11.65274" y3="-0.43711" z3="6.75966">
                  <scalar dataType="xsd:integer" dictRef="g:fragment">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
               </atom>
               <atom elementType="C" id="a4" x3="9.5450" y3="-0.78436" z3="6.74173">
                  <scalar dataType="xsd:integer" dictRef="g:fragment">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="H" id="a203" x3="19.67428" y3="-3.80756" z3="-5.09505">
                    <scalar dataType="xsd:integer" dictRef="g:fragment">2</scalar>
                    <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                 </atom>
                 <atom elementType="H" id="a204" x3="18.43108" y3="-7.54832" z3="-1.03918">
                    <scalar dataType="xsd:integer" dictRef="g:fragment">2</scalar>
                    <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                 </atom>
            </atomArray>
            <bondArray>
                 <bond atomRefs2="a1 a2" order="S" />
                 <bond atomRefs2="a2 a4" order="S" />
                 <bond atomRefs2="a2 a3" order="S" />
                 <bond atomRefs2="a4 a17" order="S" />
            </bondArray>
            <formula concise="C84H90N14O14Zn2">
               <atomArray count="84 90 14 14 2" elementType="C H N O Zn" />
            </formula>
            <property dictRef="cml:molmass">
               <scalar units="unit:dalton">1559.8022000000024</scalar>
            </property>
        </molecule>
    </module>
  </comment>






Template definition



<record />
<record id="charge">.*Charge ={I,g:charge} Multiplicity ={I,g:mult}\s*in\s*supermolecule</record>
<record id="chargefragment" repeat="*">.*Charge ={I,g:charge} Multiplicity ={I,g:mult}\sin\sfragment{I,g:fragment}\.\s*</record>
<record id="mol" repeat="*" makeArray="true">{I,gau:elementType}\(Fragment={I,g:fragment}\){F,gau:x3,unit:angstrom}{F,gau:y3,unit:angstrom}{F,gau:z3,unit:angstrom}</record>
<record id="mol" repeat="*" makeArray="true">{A,gau:elementType}\(Fragment={I,g:fragment}\){F,gau:x3,unit:angstrom}{F,gau:y3,unit:angstrom}{F,gau:z3,unit:angstrom}</record>
<transform process="createMolecule" id="zmatfragment" xpath=".//cml:array" />
<transform process="move" xpath="./cml:list[@cmlx:templateRef='charge']" to=".//cml:molecule" />
<transform process="addAttribute" xpath=".//cml:molecule[@id='zmatfragment']" name="formalCharge" value="$string(.//cml:scalar[@dictRef='g:charge'])" />
<transform process="addAttribute" xpath=".//cml:molecule[@id='zmatfragment']" name="spinMultiplicity" value="$string(.//cml:scalar[@dictRef='g:mult'])" />
<transform process="delete" xpath="./cml:list[@cmlx:templateRef='charge']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='chargefragment']//cml:scalar[@dictRef='g:charge']" />
<transform process="createArray" xpath="./cml:list[@cmlx:templateRef='chargefragment']" from=".//cml:scalar[@dictRef='g:mult']" />
<transform process="createArray" xpath="./cml:list[@cmlx:templateRef='chargefragment']" from=".//cml:scalar[@dictRef='g:fragment']" />
<transform process="pullupSingleton" xpath="./cml:list" />
<transform process="pullup" xpath=".//cml:list/cml:array" />
<transform process="delete" xpath=".//cml:list[@cmlx:templateRef='charge']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l101.zmata


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.zmata



	pattern

	\s+Charge.*Multiplicity\s\=\s\S+\s*$\s*\S,\S.*



	endPattern

	[^,]+



	xml:base

	l101/l101.zmatcommas.xml







Comment



Charge =  0 Multiplicity = 1
C,0,0.,0.,0.
H,0,0.0000000995,0.0000001925,1.09326594
H,0,1.0307409799,0.0000001096,-0.3644220738
H,0,-0.5153703892,-0.8926480531,-0.3644217759
H,0,-0.5153706902,0.892647751,-0.3644220902






Template definition



<record id="chargemult">\s*Charge\s*={I,x:formalCharge}\s*Multiplicity\s*={I,x:multiplicity}</record>
<record id="atom" repeat="*" makeArray="true">\s*{I,cc:elementType},{I,g:type},{F,cc:x3},{F,cc:y3},{F,cc:z3}</record>
<record id="atom" repeat="*" makeArray="true">\s*{A,cc:elementType},{I,g:type},{F,cc:x3},{F,cc:y3},{F,cc:z3}</record>
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.zmat2



	pattern

	\s+Charge.*Multiplicity\s\=\s\S+\s*$\s*\d+\s*\d+.*



	endPattern

	\s*



	xml:base

	l101/l101.zmat2.xml







Input



Charge =  1 Multiplicity = 1
29                   0     0.63977  -0.76231   0.44114
7                    0    -1.04852   2.10943   0.53365
6                    0    -0.74977   3.3482    0.13047
6                    0    -2.06242   2.45569  -1.48941
6                    0    -1.35572   3.59703  -1.13251
7                    0    -0.44078  -0.864    -1.30784
6                    0    -0.19719  -1.69056  -2.34008
6                    0    -1.42913  -2.06672  -2.92901
6                    0    -2.44773  -1.42896  -2.22813
7                    0    -1.12595  -0.69754   1.57126
6                    0    -1.36268  -0.989     2.85878
6                    0    -2.7152   -0.68807   3.16021
6                    0    -3.30982  -0.20358   2.00266






Output text



<comment class="example.output" id="l101.zmat2">
    <module cmlx:templateRef="l101.zmat2">
          <molecule cmlx:templateRef="atom" formalCharge="1" id="zmat" spinMultiplicity="1">
             <atomArray>
                <atom elementType="Cu" id="a1" x3="0.63977" y3="-0.76231" z3="0.44114">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">29</scalar>
                </atom>
                <atom elementType="N" id="a2" x3="-1.04852" y3="2.10943" z3="0.53365">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                </atom>
                <atom elementType="C" id="a3" x3="-0.74977" y3="3.3482" z3="0.13047">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="C" id="a4" x3="-2.06242" y3="2.45569" z3="-1.48941">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="C" id="a5" x3="-1.35572" y3="3.59703" z3="-1.13251">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="N" id="a6" x3="-0.44078" y3="-0.864" z3="-1.30784">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                </atom>
                <atom elementType="C" id="a7" x3="-0.19719" y3="-1.69056" z3="-2.34008">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="C" id="a8" x3="-1.42913" y3="-2.06672" z3="-2.92901">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="C" id="a9" x3="-2.44773" y3="-1.42896" z3="-2.22813">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="N" id="a10" x3="-1.12595" y3="-0.69754" z3="1.57126">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                </atom>
                <atom elementType="C" id="a11" x3="-1.36268" y3="-0.989" z3="2.85878">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="C" id="a12" x3="-2.7152" y3="-0.68807" z3="3.16021">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
                <atom elementType="C" id="a13" x3="-3.30982" y3="-0.20358" z3="2.00266">
                   <scalar dataType="xsd:integer" dictRef="g:type">0</scalar>
                   <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                </atom>
            </atomArray>
        </molecule>
    </module>
  </comment>






Template definition



<record id="charge">\s*Charge\s*={I,g:charge}\s*Multiplicity\s*={I,g:mult}</record>
<record id="atom" repeat="*" makeArray="true">\s*{I,cc:elementType}{I,g:type}{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
<record id="atom" repeat="*" makeArray="true">\s*{A,cc:elementType}{I,g:type}{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
<transform process="createMolecule" id="zmat" xpath=".//cml:array" />
<transform process="move" to=".//cml:molecule" xpath="./cml:list[@cmlx:templateRef='charge']" />
<transform process="addAttribute" xpath=".//cml:molecule[@id='zmat']" name="formalCharge" value="$string(.//cml:scalar[@dictRef='g:charge'])" />
<transform process="addAttribute" xpath=".//cml:molecule[@id='zmat']" name="spinMultiplicity" value="$string(.//cml:scalar[@dictRef='g:mult'])" />
<transform process="delete" xpath="./cml:list[@cmlx:templateRef='charge']" />
<transform process="pullupSingleton" xpath="./cml:list" />








          

      

      

    

  

  
    

    l101.redundantcoords
    

    

   


  

    
      
          
            
  
l101.redundantcoords


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.redundantcoords



	pattern

	\s*Redundant internal coordinates.*$.*



	endPattern

	.*



	xml:base

	l101/l101.redundantcoords.xml







Input



Redundant internal coordinates taken from checkpoint file:
/tmp/webmo/1/Gau-28333.chk






Output text



<comment class="example.output" id="l1.redundantcoords">
    <module cmlx:templateRef="l101.redundantcoords">
      <scalar dataType="xsd:string" dictRef="g:redundant" cmlx:templateRef="redundant">Redundant internal coordinates taken from checkpoint file:</scalar>
      <scalar dataType="xsd:string" dictRef="g:checkpoint" cmlx:templateRef="checkpoint">/tmp/webmo/1/Gau-28333.chk</scalar>
    </module>
  </comment>






Template definition



<record id="redundant">{X,g:redundant}</record>
<record id="checkpoint">{X,g:checkpoint}</record>
<transform process="pullupSingleton" xpath=".//cml:list" />








          

      

      

    

  

  
    

    l101.isotope
    

    

   


  

    
      
          
            
  
l101.isotope


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.isotope



	pattern

	\s*$\s*Atom.*$\s*IAtWgt.*$\s*AtmWgt.*$\s*IAtSpn.*



	repeat

	*



	endPattern

	\s*AtGFac=.*



	endOffset

	1



	xml:base

	l101/l101.isotope.xml







Input



                    Isotopes and Nuclear Properties:

 Atom         1           2           3           4           5           6           7           8           9          10
IAtWgt=          12          12          12          12          12          12          12           1           1           1
AtmWgt=  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000   1.0078250   1.0078250   1.0078250
IAtSpn=           0           0           0           0           0           0           0           1           1           1
AtZEff=   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000
AtQMom=   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000
AtGFac=   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   2.7928460   2.7928460   2.7928460

 Atom        11          12          13          14          15
IAtWgt=           1           1           1           1           1
AtmWgt=   1.0078250   1.0078250   1.0078250   1.0078250   1.0078250
IAtSpn=           1           1           1           1           1
AtZEff=   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000
AtQMom=   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000
AtGFac=   2.7928460   2.7928460   2.7928460   2.7928460   2.7928460






Output text



<comment class="example.output" id="l101.isotope">
    <module cmlx:templateRef="l101.isotope">
      <array dataType="xsd:integer" size="15" dictRef="x:x" cmlx:templateRef="atom">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15</array>
      <array dataType="xsd:integer" size="15" dictRef="x:x" cmlx:templateRef="iatwgt">12 12 12 12 12 12 12 1 1 1 1 1 1 1 1</array>
      <array dataType="xsd:double" size="15" dictRef="x:x" cmlx:templateRef="atmwgt">12.0 12.0 12.0 12.0 12.0 12.0 12.0 1.007825 1.007825 1.007825 1.007825 1.007825 1.007825 1.007825 1.007825</array>
      <array dataType="xsd:integer" size="15" dictRef="x:x" cmlx:templateRef="iatspn">0 0 0 0 0 0 0 1 1 1 1 1 1 1 1</array>
      <array dataType="xsd:double" size="15" dictRef="x:x" cmlx:templateRef="atzeff">0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
      <array dataType="xsd:double" size="15" dictRef="x:x" cmlx:templateRef="atqmom">0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
      <array dataType="xsd:double" size="15" dictRef="x:x" cmlx:templateRef="atgfac">0.0 0.0 0.0 0.0 0.0 0.0 0.0 2.792846 2.792846 2.792846 2.792846 2.792846 2.792846 2.792846 2.792846</array>
    </module>
  </comment>






Template definition



<record />
<templateList>  <template id="l101.isotope" pattern="\s*$\s*Atom.*$\s*IAtWgt.*" repeat="*" endPattern="\s*AtGFac=.*" endOffset="1">    <record />    <record id="atom">\s*Atom {1_10I,x:x}</record>    <record id="iatwgt">\s*IAtWgt={1_10I,x:x}</record>    <record id="atmwgt">\s*AtmWgt={1_10F,x:x}</record>    <record id="iatspn">\s*IAtSpn={1_10I,x:x}</record>    <record id="atzeff">\s*AtZEff={1_10F,x:x}</record>    <record id="atqmom">\s*AtQMom={1_10F,x:x}</record>    <record id="atgfac">\s*AtGFac={1_10F,x:x}</record>
    </template>
  </templateList>
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='iatwgt']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atmwgt']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='iatspn']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atzeff']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atqmom']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atgfac']/cml:array" />
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module[not(cml:array)]" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:module[not(cml:array)]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l101.isotope2
    

    

   


  

    
      
          
            
  
l101.isotope2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.isotope2



	pattern

	\s*Atom.*$\s*IAtWgt.*



	endPattern

	\s*Generating.*



	endPattern2

	\s*$\s*



	endPattern3

	\s*Leave\sLink.*



	endPattern4

	~



	endPattern5

	\s*(NMagM|AtZNuc)\=.*$\s*$\s+((?!Atom).)*



	endOffset

	1



	xml:base

	l101/l101.isotope2.xml







Input



                           Isotopes and Nuclear Properties:
(Nuclear quadrupole moments (NQMom) in fm**2, nuclear magnetic moments (NMagM)
 in nuclear magnetons)

 Atom         1           2           3           4           5           6           7           8           9          10
IAtWgt=         103           1          12          16          31          31          16          16          16          12
AtmWgt= 102.9048000   1.0078250  12.0000000  15.9949146  30.9737634  30.9737634  15.9949146  15.9949146  15.9949146  12.0000000
NucSpn=           1           1           0           0           1           1           0           0           0           0
AtZEff=-229.5000000  -1.0000000  -3.9000000  -6.0000000-180.0000000-180.0000000  -6.0000000  -6.0000000  -6.0000000  -3.9000000
NQMom=    0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000
NMagM=   -0.0884000   2.7928460   0.0000000   0.0000000   1.1316000   1.1316000   0.0000000   0.0000000   0.0000000   0.0000000

 Atom        11          12          13          14          15          16          17          18          19          20
IAtWgt=          12           1           1          12          12          12          12          12          12          12
AtmWgt=  12.0000000   1.0078250   1.0078250  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000
NucSpn=           0           1           1           0           0           0           0           0           0           0
AtZEff=  -3.9000000  -1.0000000  -1.0000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000
NQMom=    0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000
NMagM=    0.0000000   2.7928460   2.7928460   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000

 Atom        21          22          23          24          25          26          27          28          29          30
IAtWgt=          12          12          12          12          12          12          12          12          12          12
AtmWgt=  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000  12.0000000
NucSpn=           0           0           0           0           0           0           0           0           0           0
AtZEff=  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000  -3.9000000
NQMom=    0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000
NMagM=    0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000   0.0000000

 Atom        31
IAtWgt=          12
AtmWgt=  12.0000000
NucSpn=           0
AtZEff=  -3.9000000
NQMom=    0.0000000
NMagM=    0.0000000






Output text



<comment class="example.output" id="l101.isotope2">
      <module cmlx:lineCount="31" cmlx:templateRef="l101.isotope2">
           <array dataType="xsd:integer" size="31" dictRef="x:x" cmlx:templateRef="atom">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31</array>
           <array dataType="xsd:integer" size="31" dictRef="x:x" cmlx:templateRef="iatwgt">103 1 12 16 31 31 16 16 16 12 12 1 1 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12</array>
           <array dataType="xsd:double" size="31" dictRef="x:x" cmlx:templateRef="atmwgt">102.9048 1.007825 12.0 15.9949146 30.9737634 30.9737634 15.9949146 15.9949146 15.9949146 12.0 12.0 1.007825 1.007825 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0 12.0</array>
           <array dataType="xsd:integer" size="31" dictRef="x:x" cmlx:templateRef="nucspn">1 1 0 0 1 1 0 0 0 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0</array>
           <array dataType="xsd:double" size="31" dictRef="x:x" cmlx:templateRef="atzeff">-229.5 -1.0 -3.9 -6.0 -180.0 -180.0 -6.0 -6.0 -6.0 -3.9 -3.9 -1.0 -1.0 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9 -3.9</array>
           <array dataType="xsd:double" size="31" dictRef="x:x" cmlx:templateRef="nqmom">0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
      </module>
  </comment>






Template definition



<templateList>  <template id="l101.isotope2" pattern="\s*Atom.*" repeat="*" endPattern="\s*NMagM\=.*" endOffset="1">    <record id="atom">\s*Atom {1_10I,x:x}</record>    <record id="iatwgt">\s*IAtWgt={1_10I,x:x}</record>    <record id="atmwgt">\s*AtmWgt={1_10F12.7,x:x}</record>    <record id="nucspn">\s*NucSpn={1_10I,x:x}</record>    <record id="atzeff">\s*AtZEff={1_10F12.7,x:x}</record>    <record id="nqmom">\s*NQMom={1_10F12.7,x:x}</record>    <record id="nmagm">\s*NMagM={1_10F12.7,x:x}</record>
    </template>
  </templateList>
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='iatwgt']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atmwgt']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='nucspn']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='atzeff']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='nqmom']/cml:array" />
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='nmagm']/cml:array" />
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module[not(cml:array)]" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:module[not(cml:array)]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l101.modredundant


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.modredundant



	pattern

	\s*The\sfollowing\sModRedundant\sinput\ssection.*



	endPattern

	\s+Isotopes\sand\sNuclear\sProperties.*



	endOffset

	0



	repeat

	*



	xml:base

	l101/l101.modredundant.xml







Input



    The following ModRedundant input section has been read:
X    1 F
B    1    2 F 1.1000
A    1    2    3 F 109.50
D    1    2    3    4 F 10.000
L    2    1    5    6 A
B    1    5 S  5 0.0100
L    1    2    5   -1 A
X    1 F
L    1    2    5   -1 A
                       Isotopes and Nuclear Properties:






Output text



<comment class="example.output" id="l101.modredundant">
      <module cmlx:lineCount="10" cmlx:templateRef="l101.modredundant">
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">X</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">F</scalar>
        <array dataType="xsd:integer" size="1" dictRef="x:serial">1</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">B</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">F</scalar>
        <scalar dataType="xsd:double" dictRef="x:parameter">1.1</scalar>
        <array dataType="xsd:integer" size="2" dictRef="x:serial">1 2</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">A</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">F</scalar>
        <scalar dataType="xsd:double" dictRef="x:parameter">109.5</scalar>
        <array dataType="xsd:integer" size="3" dictRef="x:serial">1 2 3</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">D</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">F</scalar>
        <scalar dataType="xsd:double" dictRef="x:parameter">10.0</scalar>
        <array dataType="xsd:integer" size="4" dictRef="x:serial">1 2 3 4</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">L</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">A</scalar>
        <array dataType="xsd:integer" size="4" dictRef="x:serial">2 1 5 6</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">B</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">S</scalar>
        <scalar dataType="xsd:double" dictRef="x:stepnumber">5.0</scalar>
        <scalar dataType="xsd:double" dictRef="x:stepincrement">0.01</scalar>
        <array dataType="xsd:integer" size="2" dictRef="x:serial">1 5</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">L</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">A</scalar>
        <array dataType="xsd:integer" size="4" dictRef="x:serial">1 2 5 -1</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">X</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">F</scalar>
        <array dataType="xsd:integer" size="1" dictRef="x:serial">1</array>
       </list>
       <list cmlx:templateRef="modred">
        <scalar dataType="xsd:string" dictRef="x:restriction">L</scalar>
        <scalar dataType="xsd:string" dictRef="x:action">A</scalar>
        <array dataType="xsd:integer" size="4" dictRef="x:serial">1 2 5 -1</array>
       </list>
       </module>
    </comment>






Template definition



<record repeat="1" />
<templateList>  <template pattern="\s+[XBADL].*[AFK]\s*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record id="modred">\s+{A,x:restriction}{1_4I,x:serial}{A,x:action}</record>
                </template>  <template pattern="\s+[XBADL].*[AFK]\s+[0-9].*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record id="modred">\s+{A,x:restriction}{1_4I,x:serial}{A,x:action}{F,x:parameter}</record>
                </template>  <template pattern="\s+[XBADL].*[Ss]\s+\d.*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record id="modred">\s+{A,x:restriction}{1_4I,x:serial}{A,x:action}{F,x:stepnumber}{F,x:stepincrement}</record>
                </template>

            </templateList>
<transform process="pullup" repeat="1" xpath="./cml:module/cml:list/cml:list/cml:scalar" />
<transform process="pullup" repeat="1" xpath="./cml:module/cml:list/cml:list/cml:array" />
<transform process="pullup" repeat="1" xpath="./cml:module/cml:list[@cmlx:templateRef='modred']" />
<transform process="delete" xpath="./cml:list/cml:list[count(*)=0]" />
<transform process="delete" xpath="./cml:list[count(*)=0]" />
<transform process="delete" xpath="./cml:module[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.anisospin



	name

	Anisotropic Spin Dipole Couplings (Include)



	repeat

	*



	newline

	$



	pattern

	\s*\-+\s*$.*Anisotropic Spin Dipole.*



	endPattern

	\s*$\s*



	xml:base

	l601/l601.anisospin.xml







Comment



because this looks like a title it must come early.
  It will also be separate from the main l601






Input



---------------------------------------------------------------------------------
             Anisotropic Spin Dipole Couplings in Principal Axis System
---------------------------------------------------------------------------------

      Atom             a.u.   MegaHertz   Gauss  10(-4) cm-1        Axes

             Baa     0.0000     0.000     0.000     0.000  0.4655  0.8233 -0.3247
    1 Si(29) Bbb     0.0000     0.000     0.000     0.000  0.6169 -0.5649 -0.5480
             Bcc     0.0000     0.000     0.000     0.000  0.6346 -0.0547  0.7709

             Baa     0.0000     0.000     0.000     0.000  0.8075 -0.0154 -0.5897
    2 O(17)  Bbb     0.0000     0.000     0.000     0.000 -0.0071  0.9993 -0.0358
             Bcc     0.0000     0.000     0.000     0.000  0.5898  0.0331  0.8069






Output text



<comment class="example.output" id="l601.anisospin">
    <module cmlx:templateRef="l601.anisospin">
      <module cmlx:lineCount="3" cmlx:templateRef="atom">
        <matrix rows="3" columns="3" dataType="xsd:double" dictRef="g:axis" cmlx:templateRef="baa">0.4655 0.8233 -0.3247 0.6169 -0.5649 -0.548 0.6346 -0.0547 0.7709</matrix>
        <vector3 dictRef="g:coupling.au">0.0 0.0 0.0</vector3>
        <vector3 dictRef="g:coupling.mhz">0.0 0.0 0.0</vector3>
        <vector3 dictRef="g:coupling.g">0.0 0.0 0.0</vector3>
        <vector3 dictRef="g:coupling.ten">0.0 0.0 0.0</vector3>
        <scalar dataType="xsd:integer" dictRef="x:serial">1</scalar>
        <scalar dataType="xsd:string" dictRef="x:elementType">Si</scalar>
        <scalar dataType="xsd:integer" dictRef="x:isotopeNumber">29</scalar>
      </module>
      <module cmlx:lineCount="3" cmlx:templateRef="atom">
        <matrix rows="3" columns="3" dataType="xsd:double" dictRef="g:axis" cmlx:templateRef="baa">0.8075 -0.0154 -0.5897 -0.0071 0.9993 -0.0358 0.5898 0.0331 0.8069</matrix>
        <vector3 dictRef="g:coupling.au">0.0 0.0 0.0</vector3>
        <vector3 dictRef="g:coupling.mhz">0.0 0.0 0.0</vector3>
        <vector3 dictRef="g:coupling.g">0.0 0.0 0.0</vector3>
        <vector3 dictRef="g:coupling.ten">0.0 0.0 0.0</vector3>
        <scalar dataType="xsd:integer" dictRef="x:serial">2</scalar>
        <scalar dataType="xsd:string" dictRef="x:elementType">O</scalar>
        <scalar dataType="xsd:integer" dictRef="x:isotopeNumber">17</scalar>
      </module>
    </module>
  </comment>






Template definition



<record repeat="6" />
<templateList>  <template id="atom" name="atom" pattern="\s*Baa.*" endPattern="\s*" repeat="*">    <record id="baa">\s*Baa{F,g:aniso.a.au}{F,g:aniso.a.mhz}{F,g:aniso.a.gauss}{F,g:aniso.a.ten-4cml-1}{F,x:x.x}{F,x:x.y}{F,x:x.z}</record>    <record id="bbb">\s*{I,x:serial}{A,x:elementType}\({I,x:isotopeNumber}\)\s*Bbb{F,g:aniso.b.au}{F,g:aniso.b.mhz}{F,g:aniso.b.gauss}{F,g:aniso.b.ten-4cml-1}{F,x:y.x}{F,x:y.y}{F,x:y.z}</record>    <record id="bcc">\s*Bcc{F,g:aniso.c.au}{F,g:aniso.c.mhz}{F,g:aniso.c.gauss}{F,g:aniso.c.ten-4cml-1}{F,x:z.x}{F,x:z.y}{F,x:z.z}</record>    <transform process="createMatrix33" xpath="." dictRef="g:axis" from=".//cml:scalar[contains(@dictRef,':x.') or contains(@dictRef,':y.') or contains(@dictRef,':z.')]" />    <transform process="createVector3" xpath="." dictRef="g:coupling.g" from="./cml:list/cml:list/cml:scalar[contains(@dictRef,'.a.g') or contains(@dictRef,'.b.g') or contains(@dictRef,'.c.g')]" />    <transform process="createVector3" xpath="." dictRef="g:coupling.au" from="./cml:list/cml:list/cml:scalar[contains(@dictRef,'.a.a') or contains(@dictRef,'.b.a') or contains(@dictRef,'.c.a')]" />    <transform process="createVector3" xpath="." dictRef="g:coupling.mhz" from="./cml:list/cml:list/cml:scalar[contains(@dictRef,'.a.m') or contains(@dictRef,'.b.m') or contains(@dictRef,'.c.m')]" />    <transform process="createVector3" xpath="." dictRef="g:coupling.ten" from="./cml:list/cml:list/cml:scalar[contains(@dictRef,'.a.t') or contains(@dictRef,'.b.t') or contains(@dictRef,'.c.t')]" />    <transform process="move" to="." xpath=".//*[contains(@dictRef,':serial') or contains(@dictRef,':elementType') or contains(@dictRef,':isotop') or contains(@dictRef,':coupling')]" />    <transform process="pullupSingleton" xpath="./cml:list/cml:list" />    <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
  </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.popanal



	name

	Population analysis using the SCF density



	repeat

	*



	pattern

	\s*\*+\s*$\s*$\s*Population analysis using the SCF [Dd]ensity.*



	endPattern

	\sN\-N\=.*



	endOffset

	1



	xml:base

	l601/l601.popanal.xml







Input



**********************************************************************

           Population analysis using the SCF density.

**********************************************************************

Orbital symmetries:
      Occupied  (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
      Virtual   (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A)
The electronic state is 1-A.
Alpha  occ. eigenvalues --  -20.52168 -20.46630 -20.46585 -11.35040 -11.34946
Alpha  occ. eigenvalues --  -11.22473 -11.22393 -11.22312 -11.22288 -11.20313
Alpha  occ. eigenvalues --  -11.20278 -11.19492 -11.19453  -1.50186  -1.43500
Alpha  occ. eigenvalues --   -1.38485  -1.18289  -1.11698  -1.05030  -1.04827
Alpha  occ. eigenvalues --   -0.94032  -0.88084  -0.85110  -0.83643  -0.79764
Alpha  occ. eigenvalues --   -0.73423  -0.69779  -0.69370  -0.68645  -0.65461
Alpha  occ. eigenvalues --   -0.65387  -0.63349  -0.61812  -0.61790  -0.60770
Alpha  occ. eigenvalues --   -0.57953  -0.57132  -0.55915  -0.53480  -0.51230
Alpha  occ. eigenvalues --   -0.50145  -0.48347  -0.46607  -0.45949  -0.43659
Alpha  occ. eigenvalues --   -0.36229  -0.32444
Alpha virt. eigenvalues --    0.07339   0.09473   0.18748   0.22031   0.23633
Alpha virt. eigenvalues --    0.26848   0.27712   0.28222   0.31404   0.32337
Alpha virt. eigenvalues --    0.32823   0.32986   0.36296   0.36592   0.36870
Alpha virt. eigenvalues --    0.38871   0.41148   0.41332   0.42258   0.45866
Alpha virt. eigenvalues --    0.47903   0.48362   0.56226   0.57578   0.64963
Alpha virt. eigenvalues --    0.66597   0.68659   0.70559   0.84615   0.86100
Alpha virt. eigenvalues --    0.87238   0.92484   0.93682   0.94051   0.96626
Alpha virt. eigenvalues --    0.96727   0.99866   1.00620   1.02604   1.03190
Alpha virt. eigenvalues --    1.05230   1.09013   1.09030   1.10977   1.13454
Alpha virt. eigenvalues --    1.15774   1.16331   1.17335   1.20259   1.23267
Alpha virt. eigenvalues --    1.27396   1.27416   1.27708   1.29188   1.30509
Alpha virt. eigenvalues --    1.31565   1.34021   1.35603   1.36657   1.38068
Alpha virt. eigenvalues --    1.39617   1.41430   1.45460   1.49114   1.52618
Alpha virt. eigenvalues --    1.59559   1.62071   1.69688   1.73433   1.77582
Alpha virt. eigenvalues --    1.83154   1.87398   1.91085   1.91430   1.94422
Alpha virt. eigenvalues --    1.94519   1.99512   2.03822   2.04686   2.09438
Alpha virt. eigenvalues --    2.14140   2.16336   2.42483   2.46497   2.52192
Alpha virt. eigenvalues --    2.61856   3.24406   3.57056   3.76549   3.94609
         Condensed to atoms (all electrons):
             1          2          3          4          5          6
    1  O    8.630499   0.189927   0.189927  -0.045233  -0.045233  -0.001001
    2  C    0.189927   4.384290  -0.082749   0.576637  -0.001264   0.001847
    3  C    0.189927  -0.082749   4.384290  -0.001264   0.576637  -0.016362
    4  O   -0.045233   0.576637  -0.001264   8.142091  -0.000001   0.000004
    5  O   -0.045233  -0.001264   0.576637  -0.000001   8.142091  -0.001874
    6  C   -0.001001   0.001847  -0.016362   0.000004  -0.001874   5.483548
    7  H    0.000036  -0.000045   0.001457   0.000000   0.002110   0.395514
    8  C    0.002775   0.002644  -0.021885   0.000119  -0.001947   0.439688
    9  H   -0.000208   0.000058   0.000659   0.000000   0.000295  -0.035671
   10  C    0.002775  -0.021885   0.002644  -0.001947   0.000119  -0.108423
   11  H   -0.000208   0.000660   0.000058   0.000295   0.000000   0.002504
   12  C   -0.001001  -0.016362   0.001847  -0.001874   0.000004  -0.041215
   13  H    0.000036   0.001457  -0.000045   0.002110   0.000000   0.000054
   14  C   -0.000012  -0.000004   0.000391   0.000000   0.000014   0.266977
   15  H    0.000000   0.000002  -0.000021   0.000000   0.000000  -0.051855
   16  H    0.000000   0.000000   0.000055   0.000000   0.000001  -0.046014
   17  C   -0.000012   0.000391  -0.000004   0.000014   0.000000  -0.062010
   18  H    0.000000   0.000055   0.000000   0.000001   0.000000   0.002997
   19  H    0.000000  -0.000021   0.000002   0.000000   0.000000   0.003450
   20  C   -0.106659  -0.071507   0.140744   0.003746  -0.083333   0.047623
   21  H    0.001388   0.002091  -0.022232  -0.000002  -0.000965  -0.009067
   22  C   -0.106659   0.140744  -0.071507  -0.083333   0.003746  -0.020870
   23  H    0.001388  -0.022232   0.002091  -0.000965  -0.000002   0.000755
             7          8          9         10         11         12
    1  O    0.000036   0.002775  -0.000208   0.002775  -0.000208  -0.001001
    2  C   -0.000045   0.002644   0.000058  -0.021885   0.000660  -0.016362
    3  C    0.001457  -0.021885   0.000659   0.002644   0.000058   0.001847
    4  O    0.000000   0.000119   0.000000  -0.001947   0.000295  -0.001874
    5  O    0.002110  -0.001947   0.000295   0.000119   0.000000   0.000004
    6  C    0.395514   0.439688  -0.035671  -0.108423   0.002504  -0.041215
    7  H    0.412467  -0.037536  -0.001859   0.003349  -0.000031   0.000054
    8  C   -0.037536   5.309004   0.401369   0.407435  -0.032209  -0.108423
    9  H   -0.001859   0.401369   0.395674  -0.032209  -0.001395   0.002504
   10  C    0.003349   0.407435  -0.032209   5.309004   0.401369   0.439688
   11  H   -0.000031  -0.032209  -0.001395   0.401369   0.395674  -0.035671
   12  C    0.000054  -0.108423   0.002504   0.439688  -0.035671   5.483547
   13  H    0.000001   0.003349  -0.000031  -0.037536  -0.001859   0.395514
   14  C   -0.031447  -0.103360   0.001770   0.010152   0.000025  -0.062010
   15  H   -0.001021  -0.001003  -0.000041   0.000043  -0.000005   0.003450
   16  H   -0.000993   0.003981  -0.000021  -0.000346   0.000001   0.002997
   17  C    0.002133   0.010152   0.000025  -0.103359   0.001770   0.266977
   18  H   -0.000045  -0.000346   0.000001   0.003981  -0.000021  -0.046014
   19  H   -0.000017   0.000043  -0.000005  -0.001003  -0.000041  -0.051855
   20  C   -0.011987  -0.016670   0.000986  -0.030422  -0.000164  -0.020871
   21  H   -0.000103   0.000215  -0.000006   0.000050   0.000000   0.000755
   22  C    0.000595  -0.030423  -0.000164  -0.016670   0.000986   0.047623
   23  H   -0.000008   0.000050   0.000000   0.000215  -0.000006  -0.009068
            13         14         15         16         17         18
    1  O    0.000036  -0.000012   0.000000   0.000000  -0.000012   0.000000
    2  C    0.001457  -0.000004   0.000002   0.000000   0.000391   0.000055
    3  C   -0.000045   0.000391  -0.000021   0.000055  -0.000004   0.000000
    4  O    0.002110   0.000000   0.000000   0.000000   0.000014   0.000001
    5  O    0.000000   0.000014   0.000000   0.000001   0.000000   0.000000
    6  C    0.000054   0.266977  -0.051855  -0.046014  -0.062010   0.002997
    7  H    0.000001  -0.031447  -0.001021  -0.000993   0.002133  -0.000045
    8  C    0.003349  -0.103360  -0.001003   0.003981   0.010152  -0.000346
    9  H   -0.000031   0.001770  -0.000041  -0.000021   0.000025   0.000001
   10  C   -0.037536   0.010152   0.000043  -0.000346  -0.103359   0.003981
   11  H   -0.001859   0.000025  -0.000005   0.000001   0.001770  -0.000021
   12  C    0.395514  -0.062010   0.003450   0.002997   0.266977  -0.046014
   13  H    0.412468   0.002133  -0.000017  -0.000045  -0.031447  -0.000993
   14  C    0.002133   5.441406   0.396792   0.387071   0.231153  -0.037062
   15  H   -0.000017   0.396792   0.473368  -0.026083  -0.042566   0.002062
   16  H   -0.000045   0.387071  -0.026083   0.495890  -0.037061  -0.004335
   17  C   -0.031447   0.231153  -0.042566  -0.037061   5.441407   0.387070
   18  H   -0.000993  -0.037062   0.002062  -0.004335   0.387070   0.495891
   19  H   -0.001021  -0.042566  -0.005571   0.002062   0.396792  -0.026083
   20  C    0.000595  -0.031966   0.001586  -0.003354  -0.005445   0.001098
   21  H   -0.000008  -0.001203   0.000019   0.002414  -0.000225  -0.000145
   22  C   -0.011987  -0.005444   0.000032   0.001098  -0.031967  -0.003354
   23  H   -0.000103  -0.000225   0.000008  -0.000145  -0.001204   0.002414
            19         20         21         22         23
    1  O    0.000000  -0.106659   0.001388  -0.106659   0.001388
    2  C   -0.000021  -0.071507   0.002091   0.140744  -0.022232
    3  C    0.000002   0.140744  -0.022232  -0.071507   0.002091
    4  O    0.000000   0.003746  -0.000002  -0.083333  -0.000965
    5  O    0.000000  -0.083333  -0.000965   0.003746  -0.000002
    6  C    0.003450   0.047623  -0.009067  -0.020870   0.000755
    7  H   -0.000017  -0.011987  -0.000103   0.000595  -0.000008
    8  C    0.000043  -0.016670   0.000215  -0.030423   0.000050
    9  H   -0.000005   0.000986  -0.000006  -0.000164   0.000000
   10  C   -0.001003  -0.030422   0.000050  -0.016670   0.000215
   11  H   -0.000041  -0.000164   0.000000   0.000986  -0.000006
   12  C   -0.051855  -0.020871   0.000755   0.047623  -0.009068
   13  H   -0.001021   0.000595  -0.000008  -0.011987  -0.000103
   14  C   -0.042566  -0.031966  -0.001203  -0.005444  -0.000225
   15  H   -0.005571   0.001586   0.000019   0.000032   0.000008
   16  H    0.002062  -0.003354   0.002414   0.001098  -0.000145
   17  C    0.396792  -0.005445  -0.000225  -0.031967  -0.001204
   18  H   -0.026083   0.001098  -0.000145  -0.003354   0.002414
   19  H    0.473367   0.000032   0.000008   0.001586   0.000019
   20  C    0.000032   6.011532   0.388051   0.177473  -0.024396
   21  H    0.000008   0.388051   0.374449  -0.024396  -0.000082
   22  C    0.001586   0.177473  -0.024396   6.011532   0.388051
   23  H    0.000019  -0.024396  -0.000082   0.388051   0.374448
Mulliken atomic charges:
             1
    1  O   -0.712526
    2  C    0.915269
    3  C    0.915269
    4  O   -0.590397
    5  O   -0.590398
    6  C   -0.250598
    7  H    0.267375
    8  C   -0.227024
    9  H    0.268267
   10  C   -0.227024
   11  H    0.268267
   12  C   -0.250597
   13  H    0.267374
   14  C   -0.422585
   15  H    0.250822
   16  H    0.222828
   17  C   -0.422585
   18  H    0.222828
   19  H    0.250822
   20  C   -0.366690
   21  H    0.288996
   22  C   -0.366690
   23  H    0.288997
Sum of Mulliken atomic charges =   0.00000
Mulliken charges with hydrogens summed into heavy atoms:
             1
    1  O   -0.712526
    2  C    0.915269
    3  C    0.915269
    4  O   -0.590397
    5  O   -0.590398
    6  C    0.016777
    8  C    0.041243
   10  C    0.041243
   12  C    0.016777
   14  C    0.051065
   17  C    0.051065
   20  C   -0.077694
   22  C   -0.077693
Sum of Mulliken charges with hydrogens summed into heavy atoms =   0.00000
Electronic spatial extent (au):  <'R**2>=           1863.5044
Charge=              0.0000 electrons
Dipole moment (field-independent basis, Debye):
   X=             -6.3214    Y=              0.0000    Z=             -2.2649  Tot=              6.7149
Quadrupole moment (field-independent basis, Debye-Ang):
  XX=            -85.1160   YY=            -85.0873   ZZ=            -71.4822
  XY=              0.0000   XZ=             -0.5001   YZ=              0.0000
Traceless Quadrupole moment (field-independent basis, Debye-Ang):
  XX=             -4.5541   YY=             -4.5255   ZZ=              9.0796
  XY=              0.0000   XZ=             -0.5001   YZ=              0.0000
Octapole moment (field-independent basis, Debye-Ang**2):
 XXX=            -15.1280  YYY=             -0.0003  ZZZ=              0.4052  XYY=            -31.8144
 XXY=              0.0001  XXZ=            -12.6514  XZZ=              9.4466  YZZ=              0.0000
 YYZ=             -2.8821  XYZ=              0.0000
Hexadecapole moment (field-independent basis, Debye-Ang**3):
XXXX=          -1229.6298 YYYY=           -860.8727 ZZZZ=           -368.3533 XXXY=              0.0002
XXXZ=             -4.7203 YYYX=             -0.0001 YYYZ=              0.0001 ZZZX=             24.6913
ZZZY=             -0.0001 XXYY=           -394.5429 XXZZ=           -276.8133 YYZZ=           -179.7689
XXYZ=              0.0002 YYXZ=              2.3095 ZZXY=             -0.0001
N-N= 8.247004252289D+02 E-N=-3.066552593713D+03  KE= 6.044489055531D+02






Output text



<comment class="example.output" id="l601.popanal">
<module cmlx:templateRef="l601.popanal">
      <module cmlx:lineCount="4" cmlx:templateRef="l4601.occupied">
         <list cmlx:templateRef="occ">
            <array dataType="xsd:string" dictRef="g:occorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
         </list>
         <list cmlx:templateRef="occ">
            <array dataType="xsd:string" dictRef="g:occorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:occorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:occorbs" size="11">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
         </list>
      </module>
      <module cmlx:lineCount="8" cmlx:templateRef="l4601.virtual">
         <list cmlx:templateRef="virt">
            <array dataType="xsd:string" dictRef="g:virtorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
         </list>
         <list cmlx:templateRef="virt">
            <array dataType="xsd:string" dictRef="g:virtorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:virtorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:virtorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:virtorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:virtorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:virtorbs" size="12">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
            <array dataType="xsd:string" dictRef="g:virtorbs" size="6">(A) (A) (A) (A) (A) (A)</array>
         </list>
      </module>
      <module cmlx:lineCount="2" cmlx:templateRef="l601.state">
         <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
      </module>
      <module cmlx:lineCount="28" cmlx:templateRef="l601.alphabetaeigen">
         <array dataType="xsd:double" dictRef="g:alphaocc" size="47">-20.52168 -20.46630 -20.46585 -11.35040 -11.34946 -11.22473 -11.22393 -11.22312 -11.22288 -11.20313 -11.20278 -11.19492 -11.19453 -1.50186 -1.43500 -1.38485 -1.18289 -1.11698 -1.05030 -1.04827 -0.94032 -0.88084 -0.85110 -0.83643 -0.79764 -0.73423 -0.69779 -0.69370 -0.68645 -0.65461 -0.65387 -0.63349 -0.61812 -0.61790 -0.60770 -0.57953 -0.57132 -0.55915 -0.53480 -0.51230 -0.50145 -0.48347 -0.46607 -0.45949 -0.43659 -0.36229 -0.32444</array>
         <array dataType="xsd:double" dictRef="g:alphavirt" size="90">0.07339 0.09473 0.18748 0.22031 0.23633 0.26848 0.27712 0.28222 0.31404 0.32337 0.32823 0.32986 0.36296 0.36592 0.36870 0.38871 0.41148 0.41332 0.42258 0.45866 0.47903 0.48362 0.56226 0.57578 0.64963 0.66597 0.68659 0.70559 0.84615 0.86100 0.87238 0.92484 0.93682 0.94051 0.96626 0.96727 0.99866 1.00620 1.02604 1.03190 1.05230 1.09013 1.09030 1.10977 1.13454 1.15774 1.16331 1.17335 1.20259 1.23267 1.27396 1.27416 1.27708 1.29188 1.30509 1.31565 1.34021 1.35603 1.36657 1.38068 1.39617 1.41430 1.45460 1.49114 1.52618 1.59559 1.62071 1.69688 1.73433 1.77582 1.83154 1.87398 1.91085 1.91430 1.94422 1.94519 1.99512 2.03822 2.04686 2.09438 2.14140 2.16336 2.42483 2.46497 2.52192 2.61856 3.24406 3.57056 3.76549 3.94609</array>
      </module>
      <module cmlx:lineCount="97" cmlx:templateRef="l601.condensed">
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">8.630499 0.189927 0.189927 -0.045233 -0.045233 -0.001001 0.000036 0.002775 -0.000208 0.002775 -0.000208 -0.001001 0.000036 -0.000012 0.000000 0.000000 -0.000012 0.000000 0.000000 -0.106659 0.001388 -0.106659 0.001388</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.189927 4.384290 -0.082749 0.576637 -0.001264 0.001847 -0.000045 0.002644 0.000058 -0.021885 0.000660 -0.016362 0.001457 -0.000004 0.000002 0.000000 0.000391 0.000055 -0.000021 -0.071507 0.002091 0.140744 -0.022232</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.189927 -0.082749 4.384290 -0.001264 0.576637 -0.016362 0.001457 -0.021885 0.000659 0.002644 0.000058 0.001847 -0.000045 0.000391 -0.000021 0.000055 -0.000004 0.000000 0.000002 0.140744 -0.022232 -0.071507 0.002091</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.045233 0.576637 -0.001264 8.142091 -0.000001 0.000004 0.000000 0.000119 0.000000 -0.001947 0.000295 -0.001874 0.002110 0.000000 0.000000 0.000000 0.000014 0.000001 0.000000 0.003746 -0.000002 -0.083333 -0.000965</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.045233 -0.001264 0.576637 -0.000001 8.142091 -0.001874 0.002110 -0.001947 0.000295 0.000119 0.000000 0.000004 0.000000 0.000014 0.000000 0.000001 0.000000 0.000000 0.000000 -0.083333 -0.000965 0.003746 -0.000002</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.001001 0.001847 -0.016362 0.000004 -0.001874 5.483548 0.395514 0.439688 -0.035671 -0.108423 0.002504 -0.041215 0.000054 0.266977 -0.051855 -0.046014 -0.062010 0.002997 0.003450 0.047623 -0.009067 -0.020870 0.000755</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.000036 -0.000045 0.001457 0.000000 0.002110 0.395514 0.412467 -0.037536 -0.001859 0.003349 -0.000031 0.000054 0.000001 -0.031447 -0.001021 -0.000993 0.002133 -0.000045 -0.000017 -0.011987 -0.000103 0.000595 -0.000008</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.002775 0.002644 -0.021885 0.000119 -0.001947 0.439688 -0.037536 5.309004 0.401369 0.407435 -0.032209 -0.108423 0.003349 -0.103360 -0.001003 0.003981 0.010152 -0.000346 0.000043 -0.016670 0.000215 -0.030423 0.000050</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.000208 0.000058 0.000659 0.000000 0.000295 -0.035671 -0.001859 0.401369 0.395674 -0.032209 -0.001395 0.002504 -0.000031 0.001770 -0.000041 -0.000021 0.000025 0.000001 -0.000005 0.000986 -0.000006 -0.000164 0.000000</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.002775 -0.021885 0.002644 -0.001947 0.000119 -0.108423 0.003349 0.407435 -0.032209 5.309004 0.401369 0.439688 -0.037536 0.010152 0.000043 -0.000346 -0.103359 0.003981 -0.001003 -0.030422 0.000050 -0.016670 0.000215</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.000208 0.000660 0.000058 0.000295 0.000000 0.002504 -0.000031 -0.032209 -0.001395 0.401369 0.395674 -0.035671 -0.001859 0.000025 -0.000005 0.000001 0.001770 -0.000021 -0.000041 -0.000164 0.000000 0.000986 -0.000006</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.001001 -0.016362 0.001847 -0.001874 0.000004 -0.041215 0.000054 -0.108423 0.002504 0.439688 -0.035671 5.483547 0.395514 -0.062010 0.003450 0.002997 0.266977 -0.046014 -0.051855 -0.020871 0.000755 0.047623 -0.009068</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.000036 0.001457 -0.000045 0.002110 0.000000 0.000054 0.000001 0.003349 -0.000031 -0.037536 -0.001859 0.395514 0.412468 0.002133 -0.000017 -0.000045 -0.031447 -0.000993 -0.001021 0.000595 -0.000008 -0.011987 -0.000103</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.000012 -0.000004 0.000391 0.000000 0.000014 0.266977 -0.031447 -0.103360 0.001770 0.010152 0.000025 -0.062010 0.002133 5.441406 0.396792 0.387071 0.231153 -0.037062 -0.042566 -0.031966 -0.001203 -0.005444 -0.000225</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.000000 0.000002 -0.000021 0.000000 0.000000 -0.051855 -0.001021 -0.001003 -0.000041 0.000043 -0.000005 0.003450 -0.000017 0.396792 0.473368 -0.026083 -0.042566 0.002062 -0.005571 0.001586 0.000019 0.000032 0.000008</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.000000 0.000000 0.000055 0.000000 0.000001 -0.046014 -0.000993 0.003981 -0.000021 -0.000346 0.000001 0.002997 -0.000045 0.387071 -0.026083 0.495890 -0.037061 -0.004335 0.002062 -0.003354 0.002414 0.001098 -0.000145</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.000012 0.000391 -0.000004 0.000014 0.000000 -0.062010 0.002133 0.010152 0.000025 -0.103359 0.001770 0.266977 -0.031447 0.231153 -0.042566 -0.037061 5.441407 0.387070 0.396792 -0.005445 -0.000225 -0.031967 -0.001204</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.000000 0.000055 0.000000 0.000001 0.000000 0.002997 -0.000045 -0.000346 0.000001 0.003981 -0.000021 -0.046014 -0.000993 -0.037062 0.002062 -0.004335 0.387070 0.495891 -0.026083 0.001098 -0.000145 -0.003354 0.002414</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.000000 -0.000021 0.000002 0.000000 0.000000 0.003450 -0.000017 0.000043 -0.000005 -0.001003 -0.000041 -0.051855 -0.001021 -0.042566 -0.005571 0.002062 0.396792 -0.026083 0.473367 0.000032 0.000008 0.001586 0.000019</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.106659 -0.071507 0.140744 0.003746 -0.083333 0.047623 -0.011987 -0.016670 0.000986 -0.030422 -0.000164 -0.020871 0.000595 -0.031966 0.001586 -0.003354 -0.005445 0.001098 0.000032 6.011532 0.388051 0.177473 -0.024396</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.001388 0.002091 -0.022232 -0.000002 -0.000965 -0.009067 -0.000103 0.000215 -0.000006 0.000050 0.000000 0.000755 -0.000008 -0.001203 0.000019 0.002414 -0.000225 -0.000145 0.000008 0.388051 0.374449 -0.024396 -0.000082</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">-0.106659 0.140744 -0.071507 -0.083333 0.003746 -0.020870 0.000595 -0.030423 -0.000164 -0.016670 0.000986 0.047623 -0.011987 -0.005444 0.000032 0.001098 -0.031967 -0.003354 0.001586 0.177473 -0.024396 6.011532 0.388051</array>
         <array dataType="xsd:double" dictRef="x:floatArr" size="23">0.001388 -0.022232 0.002091 -0.000965 -0.000002 0.000755 -0.000008 0.000050 0.000000 0.000215 -0.000006 -0.009068 -0.000103 -0.000225 0.000008 -0.000145 -0.001204 0.002414 0.000019 -0.024396 -0.000082 0.388051 0.374448</array>
      </module>
      <module cmlx:lineCount="44" cmlx:templateRef="mulliken">
         <module cmlx:lineCount="26" cmlx:templateRef="l601.mullik">
            <scalar dataType="xsd:string" dictRef="g:title">Mulliken atomic charges:</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
            <list cmlx:lineCount="23" cmlx:templateRef="row">
               <array dataType="xsd:integer" dictRef="cc:serial" size="23">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23</array>
               <array dataType="xsd:string" dictRef="cc:elementType" size="23">O C C O O C H C H C H C H C H H C H H C H C H</array>
               <array dataType="xsd:double" dictRef="x:charge" size="23">-0.712526 0.915269 0.915269 -0.590397 -0.590398 -0.250598 0.267375 -0.227024 0.268267 -0.227024 0.268267 -0.250597 0.267374 -0.422585 0.250822 0.222828 -0.422585 0.222828 0.250822 -0.366690 0.288996 -0.366690 0.288997</array>
            </list>
            <scalar dataType="xsd:double" dictRef="x:chargesum">0.00000</scalar>
         </module>
         <module cmlx:lineCount="16" cmlx:templateRef="l601.mullik">
            <scalar dataType="xsd:string" dictRef="g:title">Mulliken charges with hydrogens summed into heavy atoms:</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
            <list cmlx:lineCount="13" cmlx:templateRef="row">
               <array dataType="xsd:integer" dictRef="cc:serial" size="13">1 2 3 4 5 6 8 10 12 14 17 20 22</array>
               <array dataType="xsd:string" dictRef="cc:elementType" size="13">O C C O O C C C C C C C C</array>
               <array dataType="xsd:double" dictRef="x:charge" size="13">-0.712526 0.915269 0.915269 -0.590397 -0.590398 0.016777 0.041243 0.041243 0.016777 0.051065 0.051065 -0.077694 -0.077693</array>
            </list>
            <scalar dataType="xsd:double" dictRef="x:chargesum">0.00000</scalar>
         </module>
         <scalar dataType="xsd:double" dictRef="g:electextent2">1863.5044</scalar>
      </module>
      <module cmlx:lineCount="18" cmlx:templateRef="multipole">
         <array dataType="xsd:double" dictRef="cc:dipole" size="3">-6.3214 0.0000 -2.2649</array>
         <scalar dataType="xsd:double" dictRef="x:dipole">6.7149</scalar>
         <array dataType="xsd:double" dictRef="cc:quadrupole" size="3">-85.1160 -85.0873 -71.4822</array>
         <array dataType="xsd:double" dictRef="cc:quadrupole" size="3">0.0000 -0.5001 0.0000</array>
         <array dataType="xsd:double" dictRef="cc:quadrupole" size="6">-4.5541 -4.5255 9.0796 0.0000 -0.5001 0.0000</array>
         <array dataType="xsd:double" dictRef="cc:octapole" size="10">-15.1280 -0.0003 0.4052 -31.8144 0.0001 -12.6514 9.4466 0.0000 -2.8821 0.0000</array>
         <array dataType="xsd:double" dictRef="cc:hexadecapole" size="15">-1229.6298 -860.8727 -368.3533 0.0002 -4.7203 -0.0001 0.0001 24.6913 -0.0001 -394.5429 -276.8133 -179.7689 0.0002 2.3095 -0.0001</array>
      </module>
   </module>



  </comment>






Template definition



<record repeat="5" />
<record repeat="2" />
<templateList>  <xi:include href="l601/../l401/l4601.occupied.xml" />  <xi:include href="l601/../l401/l4601.virtual.xml" />  <xi:include href="l601/l601.alphabetaeigen.xml" />  <xi:include href="l601/l601.orbital.openshell.xml" />  <xi:include href="l601/l601.orbital.closedshell.xml" />  <xi:include href="l601/l601.condensed.xml" />  <xi:include href="l601/l601.mulliken.xml" />  <xi:include href="l601/l601.multipole.xml" />  <xi:include href="l601/l601.state.xml" />  <xi:include href="l601/l601.gross.orbital.pop.xml" />

  </templateList>
<record repeat="*" id="popanal">{X,x:popanal}</record>
<transform process="createWrapper" xpath=".//cml:module/text()" elementName="UNPARSED" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l4601.occupied

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.occupied



	pattern

	\s*Occupied\s*\(.*



	repeat

	*



	endPattern

	.*$\s+(Virtual|The).*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.occupied.xml







Template definition



<record id="occ">\s*Occupied\s*{1_20A,g:occorbs}</record>
<record id="occ" repeat="*">\s*{1_20A,g:occorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:occorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:occorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />








          

      

      

    

  

  
    

    l4601.virtual
    

    

   


  

    
      
          
            
  
l4601.virtual

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.virtual



	pattern

	\s*Virtual\s*\(.*



	repeat

	*



	endPattern

	.*$\s+The.*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.virtual.xml







Template definition



<record id="virt">\s*Virtual\s*{1_20A,g:virtorbs}</record>
<record id="virt" repeat="*">\s*{1_20A,g:virtorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:virtorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:virtorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />
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l601.alphabetaeigen


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.alphabetaeigen



	pattern

	\s*(Alpha|Beta)\s+(occ|virt)\. eigenvalues.*



	endPattern

	.*$\s[^A][^B].*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	l601/l601.alphabetaeigen.xml







Input



Alpha  occ. eigenvalues --  -10.17514  -0.68437  -0.38581  -0.38581  -0.38581
Alpha virt. eigenvalues --    0.11292   0.17036   0.17036   0.17036   0.53917
Alpha virt. eigenvalues --    0.53917   0.53917   0.88316   0.88316   0.88316
Alpha virt. eigenvalues --    0.91927   1.09380   1.66027   1.66027   2.21731
Alpha virt. eigenvalues --    2.21731   2.21731   4.16488






Input



Alpha  occ. eigenvalues -- -101.48091 -14.37146 -10.25937 -10.20799 -10.20230
Alpha  occ. eigenvalues --  -10.20228 -10.19743 -10.19743  -9.39329  -7.16108
Alpha  occ. eigenvalues --   -7.14822  -7.14811  -0.97438  -0.87430  -0.78003
Alpha  occ. eigenvalues --   -0.76592  -0.73339  -0.64816  -0.64089  -0.56529
Alpha  occ. eigenvalues --   -0.55984  -0.51547  -0.46660  -0.46182  -0.45222
Alpha  occ. eigenvalues --   -0.43053  -0.39353  -0.37103  -0.36613  -0.29022
Alpha  occ. eigenvalues --   -0.28837  -0.25928  -0.25694  -0.22275
Alpha virt. eigenvalues --   -0.03561  -0.02951  -0.02007   0.00681   0.00710
Alpha virt. eigenvalues --    0.03442   0.03691   0.04968   0.05946   0.06460
Alpha virt. eigenvalues --   35.61899 215.72824
 Beta  occ. eigenvalues -- -101.47689 -14.36908 -10.25753 -10.20541 -10.20118
 Beta  occ. eigenvalues --  -10.20115 -10.19751 -10.19750  -9.38942  -7.14844
 Beta  occ. eigenvalues --   -7.14581  -7.14571  -0.96967  -0.86975  -0.77850
 Beta  occ. eigenvalues --   -0.75793  -0.70704  -0.64540  -0.63788  -0.56380
 Beta  occ. eigenvalues --   -0.55806  -0.51339  -0.46458  -0.45970  -0.45189
 Beta  occ. eigenvalues --   -0.41899  -0.39167  -0.36940  -0.34544  -0.28576
 Beta  occ. eigenvalues --   -0.25188  -0.24866  -0.24699
 Beta virt. eigenvalues --   -0.15115  -0.02773  -0.02075  -0.01342   0.00692
 Beta virt. eigenvalues --    0.00756   0.03482   0.03714   0.05090   0.06074
 Beta virt. eigenvalues --   26.14060  35.62144 215.73194






Output text



<comment class="example.output" id="l601.alphabeta">
    <module cmlx:templateRef="l601.alphabetaeigen">
      <array dataType="xsd:double" size="5" dictRef="g:alphaocc">-10.17514 -0.68437 -0.38581 -0.38581 -0.38581</array>
      <array dataType="xsd:double" size="18" dictRef="g:alphavirt">0.11292 0.17036 0.17036 0.17036 0.53917 0.53917 0.53917 0.88316 0.88316 0.88316 0.91927 1.0938 1.66027 1.66027 2.21731 2.21731 2.21731 4.16488</array>
    </module>
 </comment>






Output text



<comment class="example.output" id="l601.alphabeta1">
    <module cmlx:templateRef="l601.alphabetaeigen">
      <array dataType="xsd:double" size="34" dictRef="g:alphaocc">-101.48091 -14.37146 -10.25937 -10.20799 -10.2023 -10.20228 -10.19743 -10.19743 -9.39329 -7.16108 -7.14822 -7.14811 -0.97438 -0.8743 -0.78003 -0.76592 -0.73339 -0.64816 -0.64089 -0.56529 -0.55984 -0.51547 -0.4666 -0.46182 -0.45222 -0.43053 -0.39353 -0.37103 -0.36613 -0.29022 -0.28837 -0.25928 -0.25694 -0.22275</array>
      <array dataType="xsd:double" size="12" dictRef="g:alphavirt">-0.03561 -0.02951 -0.02007 0.00681 0.0071 0.03442 0.03691 0.04968 0.05946 0.0646 35.61899 215.72824</array>
      <array dataType="xsd:double" size="33" dictRef="g:betaocc">-101.47689 -14.36908 -10.25753 -10.20541 -10.20118 -10.20115 -10.19751 -10.1975 -9.38942 -7.14844 -7.14581 -7.14571 -0.96967 -0.86975 -0.7785 -0.75793 -0.70704 -0.6454 -0.63788 -0.5638 -0.55806 -0.51339 -0.46458 -0.4597 -0.45189 -0.41899 -0.39167 -0.3694 -0.34544 -0.28576 -0.25188 -0.24866 -0.24699</array>
      <array dataType="xsd:double" size="13" dictRef="g:betavirt">-0.15115 -0.02773 -0.02075 -0.01342 0.00692 0.00756 0.03482 0.03714 0.0509 0.06074 26.1406 35.62144 215.73194</array>
    </module>
  </comment>






Template definition



<record id="eigen" repeat="*">\s*{X,g:name}\s*eigenvalues \-\-{1_5F,g:eigen}</record>
<transform process="addAttribute" xpath=".//cml:list/cml:list/cml:array" name="cmlx:temp" value="$string(../cml:scalar)" />
<transform process="addDictRef" xpath=".//cml:array[@cmlx:temp='Alpha  occ.']" value="g:alphaocc" />
<transform process="addDictRef" xpath=".//cml:array[@cmlx:temp='Beta  occ.']" value="g:betaocc" />
<transform process="addDictRef" xpath=".//cml:array[@cmlx:temp='Alpha virt.']" value="g:alphavirt" />
<transform process="addDictRef" xpath=".//cml:array[@cmlx:temp='Beta virt.']" value="g:betavirt" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:alphaocc']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:alphavirt']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:betaocc']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:betavirt']" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='g:name']" />
<transform process="delete" xpath=".//@cmlx:temp" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.orbital.openshell



	name

	l601.orbital.openshell



	pattern

	\s+Alpha\sMolecular\sOrbital\sCoefficients.*



	endPattern

	\s+ALPHA\s+DENSITY\s+MATRIX.*



	endOffset

	0



	repeat

	*



	xml:base

	l601/l601.orbital.openshell.xml







Input



        Alpha Molecular Orbital Coefficients
                          1         2         3         4         5
                       (A)--O    (A)--O    (A)--O    (A)--O    (A)--O
    EIGENVALUES --   -19.12263 -10.20803 -10.17915 -10.17756 -10.17534
  1 1   C  1S         -0.00001   0.00001   0.00107   0.03782   0.99226
  2        2S         -0.00005   0.00021   0.00021   0.00131   0.05012
  3        2PX        -0.00002  -0.00015   0.00005   0.00003  -0.00005
  4        2PY         0.00001   0.00002   0.00010   0.00007   0.00008
  5        2PZ         0.00003  -0.00002   0.00001   0.00000   0.00000
  6        3S          0.00025  -0.00268  -0.00173   0.00644  -0.02158
  7        3PX         0.00014  -0.00081  -0.00063  -0.00030  -0.00101
  8        3PY        -0.00025   0.00105   0.00080  -0.00291   0.00183
  9        3PZ        -0.00026   0.00001  -0.00016  -0.00003  -0.00022
 10        4XX        -0.00002  -0.00006  -0.00001  -0.00063  -0.00887
 11        4YY        -0.00002   0.00002  -0.00007  -0.00075  -0.00879
 12        4ZZ        -0.00004  -0.00005  -0.00005  -0.00058  -0.00852
 13        4XY         0.00000   0.00002  -0.00002  -0.00016  -0.00010
 14        4XZ         0.00001   0.00002   0.00001  -0.00001  -0.00008
 15        4YZ        -0.00001   0.00000   0.00000  -0.00003  -0.00001
 16 2   C  1S          0.00001   0.00307  -0.00038   0.00040   0.01617
 17        2S          0.00012  -0.00068  -0.00027   0.00025   0.00022
 18        2PX         0.00003   0.00003   0.00001   0.00010   0.00007
 19        2PY        -0.00006  -0.00002   0.00001   0.00005   0.00001
 20        2PZ        -0.00001   0.00005   0.00000   0.00002   0.00002
 21        3S          0.00030   0.00953   0.00265  -0.00268   0.00710
 22        3PX         0.00009   0.00029  -0.00026   0.00037  -0.00272
 23        3PY         0.00031  -0.00389  -0.00098   0.00127  -0.00123
 24        3PZ         0.00005  -0.00060   0.00004   0.00015  -0.00048
 25        4XX        -0.00004  -0.00033  -0.00004  -0.00005  -0.00065
 26        4YY        -0.00001  -0.00037  -0.00006  -0.00002  -0.00034
 27        4ZZ         0.00002  -0.00031  -0.00010  -0.00005  -0.00040
 28        4XY         0.00007   0.00015  -0.00003  -0.00002   0.00003
 29        4XZ         0.00003  -0.00002   0.00002   0.00000  -0.00006
 30        4YZ        -0.00001   0.00006  -0.00001  -0.00001   0.00000
 31 3   C  1S          0.00000   0.99310  -0.00008   0.00005  -0.00002
 32        2S          0.00013   0.05130  -0.00002  -0.00034   0.00012
 33        2PX         0.00016   0.00033   0.00009   0.00006   0.00011
 34        2PY         0.00000  -0.00019   0.00009  -0.00003  -0.00007
 35        2PZ        -0.00024  -0.00024  -0.00001   0.00002   0.00000
 36        3S         -0.00090  -0.02898  -0.00153   0.00342  -0.00285
 37        3PX        -0.00042   0.00303   0.00139  -0.00138   0.00143
 38        3PY        -0.00041   0.00079  -0.00118   0.00024   0.00011
 39        3PZ         0.00061   0.00195   0.00011  -0.00051   0.00011
 40        4XX         0.00020  -0.00882  -0.00005  -0.00010  -0.00001
 41        4YY         0.00007  -0.00866   0.00007  -0.00004  -0.00001
 42        4ZZ         0.00021  -0.00867  -0.00007  -0.00015  -0.00005
 43        4XY        -0.00002   0.00012   0.00000   0.00000   0.00002
 44        4XZ        -0.00015   0.00011  -0.00002  -0.00001  -0.00002
 45        4YZ         0.00002   0.00003   0.00000   0.00000   0.00000
 46 4   C  1S          0.00004   0.01010   0.01008  -0.00072  -0.00039
 47        2S          0.00025  -0.00027   0.00008   0.00008  -0.00029
 48        2PX         0.00003  -0.00001   0.00018   0.00010   0.00006
 49        2PY        -0.00001  -0.00029  -0.00007  -0.00004  -0.00007
 50        2PZ        -0.00002   0.00001   0.00004   0.00003   0.00001
 51        3S         -0.00081   0.01062   0.00646  -0.00314   0.00299
 52        3PX        -0.00058   0.00040  -0.00416   0.00081  -0.00100
 53        3PY        -0.00023   0.00599   0.00098  -0.00114   0.00150
 54        3PZ         0.00012  -0.00046  -0.00081   0.00021  -0.00018
 55        4XX        -0.00004  -0.00034  -0.00056   0.00001  -0.00003
 56        4YY         0.00001  -0.00037  -0.00026   0.00002  -0.00006
 57        4ZZ         0.00003  -0.00034  -0.00036   0.00000  -0.00012
 58        4XY        -0.00008  -0.00008  -0.00005   0.00001   0.00005
 59        4XZ         0.00006   0.00001  -0.00005   0.00001   0.00002
 60        4YZ         0.00001  -0.00005  -0.00001   0.00001   0.00001
 61 5   C  1S         -0.00001   0.00000   0.99147  -0.05642   0.00116
 62        2S         -0.00004   0.00016   0.05011  -0.00342   0.00031
 63        2PX        -0.00002  -0.00018  -0.00005   0.00005   0.00002
 64        2PY        -0.00001  -0.00004  -0.00013  -0.00007  -0.00011
 65        2PZ         0.00004  -0.00002   0.00000   0.00001   0.00000
 66        3S          0.00009  -0.00266  -0.02215   0.00844  -0.00298
 67        3PX         0.00001  -0.00005  -0.00145  -0.00048  -0.00066
 68        3PY         0.00016  -0.00181  -0.00191   0.00300  -0.00133
 69        3PZ        -0.00036   0.00009  -0.00026  -0.00011  -0.00012
 70        4XX        -0.00001  -0.00002  -0.00886   0.00020   0.00001
 71        4YY        -0.00002  -0.00004  -0.00879   0.00011  -0.00005
 72        4ZZ        -0.00003  -0.00006  -0.00853   0.00024  -0.00004
 73        4XY         0.00000  -0.00006   0.00007   0.00017  -0.00002
 74        4XZ         0.00001   0.00003  -0.00008  -0.00001   0.00001
 75        4YZ         0.00001  -0.00001   0.00001   0.00003   0.00000
 76 6   C  1S          0.00000  -0.00019   0.05605   0.99080  -0.03821
 77        2S          0.00003  -0.00033   0.00226   0.05003  -0.00251
 78        2PX        -0.00001  -0.00003  -0.00005  -0.00010  -0.00003
 79        2PY         0.00000   0.00000   0.00004  -0.00003  -0.00006
 80        2PZ        -0.00001   0.00002  -0.00001  -0.00002  -0.00001
 81        3S         -0.00033   0.00294   0.00596  -0.02147   0.00804
 82        3PX        -0.00015   0.00119   0.00228  -0.00200   0.00232
 83        3PY         0.00000  -0.00033  -0.00174   0.00014   0.00180
 84        3PZ         0.00020   0.00001   0.00048  -0.00038   0.00044
 85        4XX        -0.00001  -0.00011  -0.00076  -0.00872   0.00008
 86        4YY         0.00000  -0.00002  -0.00094  -0.00893  -0.00011
 87        4ZZ        -0.00001  -0.00013  -0.00073  -0.00851   0.00007
 88        4XY         0.00000  -0.00001   0.00013  -0.00001  -0.00013
 89        4XZ         0.00000   0.00002  -0.00001  -0.00005   0.00000
 90        4YZ         0.00000  -0.00001   0.00003   0.00000  -0.00002
 91 7   H  1S          0.00004   0.00007   0.00006  -0.00023   0.00004
 92        2S          0.00014  -0.00006  -0.00008   0.00007   0.00273
 93        3PX         0.00000   0.00003   0.00002  -0.00001  -0.00008
 94        3PY         0.00000  -0.00004  -0.00003   0.00002   0.00007
 95        3PZ        -0.00001   0.00000   0.00001  -0.00005   0.00022
 96 8   H  1S         -0.00005  -0.00023  -0.00007   0.00009  -0.00024
 97        2S         -0.00010   0.00014   0.00001  -0.00011   0.00001
 98        3PX         0.00001   0.00002   0.00001  -0.00001   0.00002
 99        3PY        -0.00001   0.00002   0.00001  -0.00004   0.00002
100        3PZ         0.00002  -0.00005  -0.00003   0.00000  -0.00005
101 9   H  1S         -0.00005   0.00016   0.00005  -0.00003   0.00009
102        2S          0.00010   0.00281  -0.00012   0.00014  -0.00005
103        3PX        -0.00001   0.00006  -0.00004   0.00002  -0.00004
104        3PY         0.00001   0.00001   0.00004  -0.00001  -0.00001
105        3PZ         0.00006   0.00018   0.00000  -0.00004   0.00000
106 10  H  1S          0.00008   0.00005  -0.00001  -0.00001   0.00005
107        2S          0.00013   0.00123   0.00068  -0.00003   0.00047
108        3PX         0.00005  -0.00006   0.00005  -0.00003  -0.00001
109        3PY         0.00001   0.00006   0.00007   0.00002   0.00002
110        3PZ        -0.00001   0.00000   0.00001  -0.00001   0.00000
111 11  H  1S          0.00004   0.00007   0.00004  -0.00023   0.00010
112        2S          0.00011  -0.00009   0.00266  -0.00021  -0.00010
113        3PX         0.00000   0.00001  -0.00007   0.00000   0.00002
114        3PY         0.00001   0.00007  -0.00006  -0.00002   0.00004
115        3PZ        -0.00001   0.00001   0.00023  -0.00007   0.00002
116 12  H  1S         -0.00001  -0.00004  -0.00023   0.00004  -0.00024
117        2S         -0.00006   0.00012   0.00015   0.00273  -0.00015
118        3PX         0.00000   0.00000  -0.00001  -0.00012   0.00000
119        3PY         0.00000   0.00000  -0.00001   0.00000   0.00001
120        3PZ         0.00000  -0.00004  -0.00005   0.00021  -0.00007
121 13  H  1S          0.00004  -0.00010  -0.00023   0.00004  -0.00023
122        2S          0.00004  -0.00004   0.00016   0.00274  -0.00014
123        3PX         0.00001  -0.00004  -0.00002  -0.00003  -0.00003
124        3PY         0.00000   0.00001  -0.00001   0.00000   0.00001
125        3PZ         0.00000   0.00003   0.00004  -0.00023   0.00006
126 14  H  1S         -0.00004   0.00009   0.00005  -0.00023   0.00010
127        2S         -0.00013  -0.00018   0.00268  -0.00019  -0.00009
128        3PX        -0.00001  -0.00001   0.00002  -0.00002   0.00003
129        3PY        -0.00002   0.00006  -0.00006  -0.00002   0.00004
130        3PZ         0.00001  -0.00002  -0.00024   0.00007  -0.00001
131 15  H  1S         -0.00004   0.00012   0.00006  -0.00023   0.00004
132        2S         -0.00002  -0.00006  -0.00009   0.00007   0.00273
133        3PX        -0.00001   0.00001   0.00003  -0.00003   0.00001
134        3PY         0.00002  -0.00004  -0.00003   0.00002   0.00006
135        3PZ         0.00002  -0.00001   0.00000   0.00005  -0.00023
136 16  H  1S          0.00007  -0.00032  -0.00006   0.00009  -0.00024
137        2S         -0.00047  -0.00019   0.00006  -0.00003   0.00005
138        3PX        -0.00001   0.00006   0.00000  -0.00002   0.00000
139        3PY         0.00006   0.00000   0.00001  -0.00004   0.00003
140        3PZ        -0.00003   0.00008   0.00003  -0.00001   0.00006
141 17  O  1S          0.99275  -0.00016   0.00002   0.00000   0.00002
142        2S          0.02609  -0.00049   0.00008   0.00000   0.00009
143        2PX         0.00040   0.00008  -0.00004   0.00000  -0.00004
144        2PY        -0.00004   0.00000   0.00000   0.00000   0.00001
145        2PZ         0.00098  -0.00005   0.00001  -0.00002   0.00001
146        3S          0.01153   0.00450  -0.00037  -0.00016  -0.00031
147        3PX        -0.00028  -0.00118   0.00021   0.00016   0.00020
148        3PY         0.00004   0.00004   0.00004  -0.00001  -0.00003
149        3PZ         0.00021   0.00052  -0.00006   0.00004  -0.00002
150        4XX        -0.00798  -0.00045   0.00008  -0.00003   0.00010
151        4YY        -0.00802  -0.00031   0.00008   0.00001   0.00007
152        4ZZ        -0.00808  -0.00052   0.00006   0.00002   0.00008
153        4XY         0.00001  -0.00002  -0.00004   0.00001   0.00002
154        4XZ         0.00012   0.00035   0.00003  -0.00001   0.00004
155        4YZ        -0.00001  -0.00001   0.00001   0.00000   0.00000
156 18  H  1S          0.00025  -0.00004  -0.00009  -0.00001  -0.00010
157        2S         -0.00127   0.00033  -0.00010   0.00003  -0.00009
158        3PX         0.00025  -0.00011   0.00004  -0.00001   0.00005
159        3PY        -0.00001   0.00000   0.00001   0.00000   0.00000
160        3PZ         0.00006   0.00006   0.00000   0.00001   0.00001
                          6         7         8         9        10
                       (A)--O    (A)--O    (A)--O    (A)--O    (A)--O
    EIGENVALUES --   -10.16985 -10.16673  -1.01062  -0.81810  -0.74345
  1 1   C  1S         -0.01657   0.00028  -0.00386  -0.07181  -0.12375
  2        2S         -0.00142  -0.00020   0.00713   0.13563   0.23725
  3        2PX        -0.00006  -0.00002   0.00386   0.01680  -0.00733
  4        2PY         0.00002   0.00003  -0.00154  -0.02691  -0.01541
  5        2PZ        -0.00001   0.00000   0.00090   0.00451  -0.00136
  6        3S          0.00758   0.00182   0.00194   0.09639   0.19629
  7        3PX         0.00279   0.00052   0.00030   0.00151  -0.00109
  8        3PY        -0.00119  -0.00075  -0.00021  -0.00547  -0.00359
  9        3PZ         0.00053   0.00012  -0.00227  -0.00077   0.00136
 10        4XX        -0.00034  -0.00005   0.00046   0.00137  -0.00164
 11        4YY        -0.00007  -0.00006  -0.00026  -0.00024  -0.00260
 12        4ZZ        -0.00012  -0.00011  -0.00043  -0.00525  -0.00698
 13        4XY        -0.00003   0.00002   0.00004   0.00174   0.00449
 14        4XZ        -0.00006   0.00002   0.00034   0.00161   0.00116
 15        4YZ        -0.00001   0.00001  -0.00007   0.00025   0.00082
 16 2   C  1S          0.99295   0.00075  -0.02011  -0.07648  -0.05523
 17        2S          0.05059   0.00013   0.03659   0.14397   0.10649
 18        2PX         0.00005  -0.00002   0.01645  -0.01611  -0.05733
 19        2PY         0.00004   0.00007  -0.02171  -0.03730   0.03405
 20        2PZ         0.00012   0.00001  -0.00269   0.00283  -0.01556
 21        3S         -0.02290  -0.00216   0.02950   0.10380   0.08582
 22        3PX         0.00089   0.00055   0.00266  -0.00809  -0.00865
 23        3PY         0.00245   0.00091  -0.00588  -0.00309   0.00790
 24        3PZ         0.00020   0.00002  -0.00411   0.00227  -0.00311
 25        4XX        -0.00894   0.00001   0.00047  -0.00008   0.00606
 26        4YY        -0.00886   0.00003   0.00347   0.00122  -0.00862
 27        4ZZ        -0.00863  -0.00004  -0.00172  -0.00567  -0.00259
 28        4XY         0.00005   0.00000  -0.00341  -0.00163   0.00213
 29        4XZ        -0.00006   0.00001   0.00003   0.00204   0.00139
 30        4YZ         0.00003   0.00000   0.00018  -0.00098   0.00091
 31 3   C  1S         -0.00351  -0.01064  -0.08532  -0.09099   0.07438
 32        2S         -0.00083  -0.00096   0.16118   0.17579  -0.14729
 33        2PX         0.00005   0.00011   0.06929  -0.08504   0.03276
 34        2PY        -0.00013   0.00027  -0.01050  -0.03239   0.11384
 35        2PZ         0.00005   0.00008  -0.06163   0.01814  -0.01951
 36        3S          0.00850   0.00572   0.04514   0.12430  -0.10614
 37        3PX        -0.00276  -0.00320   0.00274  -0.01244   0.00355
 38        3PY         0.00256  -0.00096  -0.00203   0.00271   0.01683
 39        3PZ        -0.00068  -0.00048   0.01348   0.00363  -0.00485
 40        4XX        -0.00024  -0.00010   0.00629  -0.00749   0.00791
 41        4YY        -0.00047  -0.00022  -0.00800   0.00553  -0.00118
 42        4ZZ        -0.00027  -0.00020  -0.00070  -0.00882   0.00555
 43        4XY         0.00011  -0.00003  -0.00070   0.00237  -0.00765
 44        4XZ         0.00000   0.00004  -0.01421   0.00543  -0.00232
 45        4YZ         0.00003  -0.00002   0.00082   0.00023  -0.00182
 46 4   C  1S         -0.00074   0.99240  -0.02971  -0.10998   0.11312
 47        2S          0.00004   0.05188   0.05799   0.21012  -0.21980
 48        2PX        -0.00003   0.00016   0.02631  -0.01645  -0.03804
 49        2PY        -0.00010   0.00036   0.03097   0.05710  -0.04567
 50        2PZ         0.00000   0.00002  -0.00486   0.00279  -0.01225
 51        3S         -0.00266  -0.01672   0.03235   0.14861  -0.17073
 52        3PX         0.00113   0.00156  -0.00368  -0.00482  -0.00193
 53        3PY        -0.00102  -0.00288   0.00646   0.00094  -0.00105
 54        3PZ         0.00027   0.00041  -0.00423   0.00445  -0.00628
 55        4XX         0.00005  -0.01009  -0.00017  -0.00140   0.00544
 56        4YY         0.00004  -0.00990   0.00226  -0.00130   0.00232
 57        4ZZ        -0.00002  -0.00975  -0.00176  -0.00565   0.00541
 58        4XY         0.00004   0.00015   0.00427   0.00354  -0.00533
 59        4XZ         0.00002  -0.00007  -0.00011   0.00178  -0.00071
 60        4YZ         0.00002   0.00002  -0.00048   0.00144  -0.00165
 61 5   C  1S          0.00028  -0.01043  -0.00505  -0.08992   0.01339
 62        2S         -0.00025  -0.00091   0.00924   0.16964  -0.02555
 63        2PX         0.00001  -0.00017   0.00538   0.02763  -0.07000
 64        2PY        -0.00001  -0.00007   0.00229   0.03081   0.03194
 65        2PZ         0.00000  -0.00001   0.00108   0.00622  -0.01502
 66        3S          0.00265   0.00554   0.00107   0.12458  -0.01787
 67        3PX         0.00052   0.00212  -0.00122   0.00126  -0.01234
 68        3PY         0.00096   0.00209   0.00029   0.00700   0.00519
 69        3PZ         0.00009   0.00026  -0.00341  -0.00145   0.00033
 70        4XX        -0.00004  -0.00033   0.00079   0.00247  -0.00572
 71        4YY        -0.00006  -0.00007  -0.00038  -0.00160   0.00633
 72        4ZZ        -0.00010  -0.00015  -0.00061  -0.00676   0.00088
 73        4XY        -0.00002   0.00003   0.00018  -0.00068  -0.00538
 74        4XZ         0.00001  -0.00004   0.00040   0.00223  -0.00153
 75        4YZ         0.00000   0.00001   0.00013  -0.00015  -0.00115
 76 6   C  1S          0.00031   0.00017  -0.00213  -0.07616  -0.09359
 77        2S          0.00023   0.00013   0.00436   0.14363   0.18011
 78        2PX        -0.00007  -0.00006   0.00221   0.03240   0.00452
 79        2PY        -0.00010   0.00006  -0.00020  -0.00519   0.05161
 80        2PZ        -0.00002  -0.00001   0.00045   0.00657   0.00043
 81        3S         -0.00240  -0.00205   0.00089   0.10411   0.14715
 82        3PX        -0.00117  -0.00103  -0.00030   0.00594   0.00001
 83        3PY         0.00004   0.00013   0.00043   0.00054   0.01008
 84        3PZ        -0.00019  -0.00016   0.00065   0.00301  -0.00151
 85        4XX        -0.00002   0.00001   0.00006  -0.00146  -0.00469
 86        4YY         0.00000   0.00000   0.00021   0.00260   0.00160
 87        4ZZ        -0.00003  -0.00003  -0.00007  -0.00574  -0.00519
 88        4XY        -0.00003   0.00002  -0.00003  -0.00093   0.00530
 89        4XZ         0.00000   0.00001   0.00013   0.00103   0.00004
 90        4YZ        -0.00001   0.00000  -0.00003  -0.00030   0.00100
 91 7   H  1S         -0.00023  -0.00004   0.00141   0.03645   0.07778
 92        2S         -0.00003   0.00009   0.00174   0.00725   0.02110
 93        3PX         0.00002   0.00000   0.00019   0.00199   0.00340
 94        3PY         0.00002   0.00002  -0.00020  -0.00235  -0.00421
 95        3PZ        -0.00006  -0.00004  -0.00016  -0.00270  -0.00546
 96 8   H  1S          0.00006   0.00009   0.00649   0.03846   0.03365
 97        2S          0.00269  -0.00016   0.00149   0.00651   0.00963
 98        3PX         0.00000  -0.00002  -0.00003  -0.00071  -0.00127
 99        3PY         0.00006   0.00000  -0.00041  -0.00261  -0.00141
100        3PZ         0.00026   0.00001  -0.00072  -0.00338  -0.00294
101 9   H  1S         -0.00017   0.00002   0.03631   0.04992  -0.05196
102        2S          0.00006   0.00092   0.00327   0.00728  -0.01330
103        3PX         0.00000  -0.00003  -0.00128  -0.00337   0.00275
104        3PY         0.00003  -0.00014  -0.00012  -0.00053   0.00176
105        3PZ        -0.00008  -0.00018  -0.00534  -0.00441   0.00435
106 10  H  1S         -0.00003  -0.00036   0.01162   0.04635  -0.06615
107        2S         -0.00010   0.00130   0.00604   0.00358  -0.01546
108        3PX        -0.00001   0.00011   0.00005  -0.00288   0.00318
109        3PY         0.00003  -0.00010   0.00198   0.00489  -0.00657
110        3PZ         0.00000   0.00001  -0.00037  -0.00046   0.00057
111 11  H  1S         -0.00006  -0.00012   0.00190   0.04601  -0.00906
112        2S          0.00003   0.00061   0.00169   0.00837  -0.00259
113        3PX         0.00000   0.00008   0.00017   0.00217  -0.00112
114        3PY        -0.00002  -0.00001   0.00025   0.00300  -0.00009
115        3PZ        -0.00003  -0.00009  -0.00020  -0.00354   0.00050
116 12  H  1S          0.00008   0.00007   0.00063   0.03851   0.05937
117        2S         -0.00009  -0.00015   0.00005   0.00698   0.01666
118        3PX         0.00003   0.00002   0.00011   0.00340   0.00442
119        3PY        -0.00001   0.00000  -0.00001  -0.00001   0.00071
120        3PZ         0.00002   0.00001  -0.00006  -0.00271  -0.00379
121 13  H  1S          0.00009   0.00008   0.00078   0.03855   0.05905
122        2S         -0.00006  -0.00013   0.00010   0.00801   0.01562
123        3PX         0.00004   0.00002   0.00006   0.00218   0.00263
124        3PY        -0.00001   0.00001   0.00000   0.00006   0.00078
125        3PZ         0.00000  -0.00001   0.00005   0.00379   0.00516
126 14  H  1S         -0.00006  -0.00016   0.00165   0.04509  -0.00814
127        2S          0.00004   0.00051  -0.00193   0.00705  -0.00043
128        3PX        -0.00001   0.00004  -0.00004   0.00062  -0.00081
129        3PY        -0.00002  -0.00002   0.00003   0.00296   0.00003
130        3PZ         0.00003   0.00012   0.00017   0.00407  -0.00089
131 15  H  1S         -0.00024  -0.00003   0.00125   0.03573   0.07791
132        2S         -0.00005   0.00006  -0.00122   0.00652   0.02177
133        3PX        -0.00001  -0.00002  -0.00002   0.00076   0.00104
134        3PY         0.00002   0.00002  -0.00003  -0.00221  -0.00409
135        3PZ         0.00006   0.00003   0.00014   0.00333   0.00646
136 16  H  1S          0.00012   0.00005   0.01144   0.03420   0.03640
137        2S          0.00271  -0.00010  -0.00033   0.00417   0.01103
138        3PX         0.00007  -0.00001   0.00023  -0.00235  -0.00212
139        3PY         0.00003  -0.00001  -0.00126  -0.00188  -0.00168
140        3PZ        -0.00020   0.00000   0.00071   0.00289   0.00228
141 17  O  1S         -0.00003  -0.00009  -0.19684   0.05894  -0.03445
142        2S         -0.00014  -0.00041   0.43101  -0.13210   0.07746
143        2PX         0.00005   0.00005   0.00235  -0.06799   0.06584
144        2PY        -0.00002   0.00004  -0.00388  -0.00205   0.02051
145        2PZ        -0.00005  -0.00003   0.10822  -0.01070  -0.00693
146        3S          0.00002   0.00163   0.41822  -0.14869   0.09390
147        3PX        -0.00005  -0.00053  -0.01779  -0.02310   0.02519
148        3PY         0.00002  -0.00030  -0.00042  -0.00196   0.01040
149        3PZ         0.00011   0.00039   0.05079  -0.00478  -0.00397
150        4XX        -0.00013  -0.00026   0.00294   0.00208  -0.00137
151        4YY        -0.00004  -0.00026  -0.01016   0.00241  -0.00116
152        4ZZ        -0.00010  -0.00022   0.00365   0.00218  -0.00300
153        4XY        -0.00010   0.00013   0.00001   0.00044  -0.00170
154        4XZ        -0.00009  -0.00013  -0.00710  -0.00491   0.00510
155        4YZ        -0.00001  -0.00002  -0.00086  -0.00023   0.00172
156 18  H  1S          0.00006   0.00003   0.13603  -0.06817   0.04998
157        2S          0.00011   0.00017   0.01607  -0.01623   0.01534
158        3PX        -0.00005  -0.00006  -0.02034   0.00760  -0.00473
159        3PY        -0.00001   0.00003   0.00061  -0.00036   0.00085
160        3PZ        -0.00003  -0.00004  -0.00882   0.00463  -0.00358
    Beta Molecular Orbital Coefficients.
                          1         2         3         4         5
                       (A)--O    (A)--O    (A)--O    (A)--O    (A)--O
    EIGENVALUES --   -19.11979 -10.20906 -10.17998 -10.17751 -10.17533
  1 1   C  1S         -0.00001   0.00001   0.00052   0.03845   0.99225
  2        2S         -0.00005   0.00021   0.00020   0.00135   0.05012
  3        2PX        -0.00002  -0.00015   0.00005   0.00003  -0.00006
  4        2PY         0.00001   0.00002   0.00010   0.00007   0.00008
  5        2PZ         0.00003  -0.00002   0.00001   0.00000   0.00000
  6        3S          0.00025  -0.00269  -0.00187   0.00639  -0.02159
  7        3PX         0.00014  -0.00081  -0.00063  -0.00031  -0.00101
  8        3PY        -0.00025   0.00105   0.00086  -0.00289   0.00183
  9        3PZ        -0.00025   0.00001  -0.00016  -0.00003  -0.00022
 10        4XX        -0.00002  -0.00006   0.00000  -0.00063  -0.00887
 11        4YY        -0.00002   0.00002  -0.00006  -0.00075  -0.00879
 12        4ZZ        -0.00004  -0.00005  -0.00004  -0.00059  -0.00852
 13        4XY         0.00000   0.00002  -0.00001  -0.00016  -0.00010
 14        4XZ         0.00001   0.00002   0.00001  -0.00001  -0.00008
 15        4YZ        -0.00001   0.00000   0.00000  -0.00003  -0.00001
 16 2   C  1S          0.00001   0.00297  -0.00035   0.00039   0.01576
 17        2S          0.00012  -0.00069  -0.00027   0.00025   0.00020
 18        2PX         0.00002   0.00003   0.00001   0.00010   0.00007
 19        2PY        -0.00006  -0.00002   0.00001   0.00005   0.00001
 20        2PZ        -0.00001   0.00005   0.00000   0.00002   0.00002
 21        3S          0.00031   0.00952   0.00270  -0.00263   0.00711
 22        3PX         0.00009   0.00029  -0.00027   0.00036  -0.00272
 23        3PY         0.00030  -0.00390  -0.00100   0.00125  -0.00124
 24        3PZ         0.00006  -0.00060   0.00003   0.00015  -0.00048
 25        4XX        -0.00004  -0.00033  -0.00004  -0.00005  -0.00065
 26        4YY        -0.00001  -0.00036  -0.00006  -0.00002  -0.00034
 27        4ZZ         0.00002  -0.00031  -0.00010  -0.00005  -0.00040
 28        4XY         0.00007   0.00015  -0.00003  -0.00002   0.00003
 29        4XZ         0.00003  -0.00002   0.00002   0.00000  -0.00006
 30        4YZ        -0.00001   0.00006  -0.00001  -0.00001   0.00000
 31 3   C  1S          0.00000   0.99309  -0.00001   0.00004  -0.00002
 32        2S          0.00012   0.05150  -0.00001  -0.00034   0.00012
 33        2PX         0.00017   0.00032   0.00009   0.00006   0.00011
 34        2PY         0.00000  -0.00022   0.00009  -0.00003  -0.00007
 35        2PZ        -0.00025  -0.00026  -0.00001   0.00002   0.00000
 36        3S         -0.00085  -0.02894  -0.00162   0.00339  -0.00285
 37        3PX        -0.00039   0.00304   0.00143  -0.00135   0.00143
 38        3PY        -0.00043   0.00078  -0.00117   0.00021   0.00011
 39        3PZ         0.00058   0.00195   0.00012  -0.00051   0.00011
 40        4XX         0.00020  -0.00890  -0.00004  -0.00010  -0.00001
 41        4YY         0.00007  -0.00873   0.00007  -0.00004  -0.00001
 42        4ZZ         0.00021  -0.00872  -0.00006  -0.00015  -0.00005
 43        4XY        -0.00002   0.00014   0.00000   0.00000   0.00002
 44        4XZ        -0.00016   0.00011  -0.00002  -0.00001  -0.00002
 45        4YZ         0.00002   0.00003   0.00000   0.00000   0.00000
 46 4   C  1S          0.00004   0.00740   0.00481  -0.00021  -0.00018
 47        2S          0.00024  -0.00044  -0.00021   0.00010  -0.00028
 48        2PX         0.00003  -0.00002   0.00019   0.00010   0.00006
 49        2PY        -0.00001  -0.00030  -0.00007  -0.00004  -0.00007
 50        2PZ        -0.00002   0.00001   0.00005   0.00003   0.00001
 51        3S         -0.00081   0.01064   0.00660  -0.00302   0.00299
 52        3PX        -0.00058   0.00038  -0.00416   0.00073  -0.00100
 53        3PY        -0.00024   0.00597   0.00101  -0.00112   0.00150
 54        3PZ         0.00012  -0.00046  -0.00081   0.00019  -0.00018
 55        4XX        -0.00004  -0.00030  -0.00052   0.00000  -0.00003
 56        4YY         0.00001  -0.00034  -0.00020   0.00001  -0.00007
 57        4ZZ         0.00003  -0.00032  -0.00030  -0.00001  -0.00013
 58        4XY        -0.00008  -0.00008  -0.00006   0.00001   0.00005
 59        4XZ         0.00006   0.00001  -0.00005   0.00000   0.00002
 60        4YZ         0.00001  -0.00005  -0.00001   0.00001   0.00001
 61 5   C  1S         -0.00001  -0.00001   0.99242  -0.03653   0.00097
 62        2S         -0.00004   0.00016   0.05030  -0.00242   0.00030
 63        2PX        -0.00001  -0.00018  -0.00001   0.00005   0.00002
 64        2PY        -0.00001  -0.00004  -0.00013  -0.00007  -0.00011
 65        2PZ         0.00004  -0.00002   0.00001   0.00001   0.00000
 66        3S          0.00007  -0.00267  -0.02229   0.00800  -0.00297
 67        3PX         0.00000  -0.00005  -0.00144  -0.00051  -0.00065
 68        3PY         0.00015  -0.00181  -0.00198   0.00296  -0.00133
 69        3PZ        -0.00035   0.00008  -0.00026  -0.00011  -0.00012
 70        4XX        -0.00001  -0.00002  -0.00888   0.00002   0.00001
 71        4YY        -0.00001  -0.00004  -0.00885  -0.00006  -0.00005
 72        4ZZ        -0.00003  -0.00006  -0.00859   0.00007  -0.00003
 73        4XY         0.00000  -0.00006   0.00008   0.00018  -0.00002
 74        4XZ         0.00001   0.00003  -0.00007  -0.00001   0.00001
 75        4YZ         0.00001  -0.00001   0.00002   0.00003   0.00000
 76 6   C  1S          0.00000  -0.00019   0.03616   0.99170  -0.03883
 77        2S          0.00003  -0.00033   0.00126   0.05005  -0.00254
 78        2PX        -0.00001  -0.00003  -0.00004  -0.00010  -0.00003
 79        2PY         0.00000   0.00000   0.00004  -0.00003  -0.00006
 80        2PZ        -0.00001   0.00002  -0.00001  -0.00002  -0.00001
 81        3S         -0.00033   0.00294   0.00639  -0.02134   0.00805
 82        3PX        -0.00015   0.00119   0.00232  -0.00195   0.00233
 83        3PY         0.00000  -0.00032  -0.00174   0.00011   0.00180
 84        3PZ         0.00020   0.00002   0.00048  -0.00037   0.00044
 85        4XX        -0.00001  -0.00011  -0.00058  -0.00873   0.00009
 86        4YY         0.00000  -0.00002  -0.00076  -0.00895  -0.00011
 87        4ZZ        -0.00001  -0.00013  -0.00055  -0.00852   0.00008
 88        4XY         0.00000  -0.00001   0.00013  -0.00001  -0.00013
 89        4XZ         0.00000   0.00002  -0.00001  -0.00005   0.00000
 90        4YZ         0.00000  -0.00001   0.00003   0.00000  -0.00002
 91 7   H  1S          0.00004   0.00007   0.00007  -0.00023   0.00004
 92        2S          0.00014  -0.00006  -0.00008   0.00007   0.00273
 93        3PX         0.00000   0.00003   0.00002  -0.00001  -0.00008
 94        3PY         0.00000  -0.00004  -0.00003   0.00001   0.00007
 95        3PZ        -0.00001   0.00000   0.00001  -0.00005   0.00022
 96 8   H  1S         -0.00005  -0.00023  -0.00007   0.00009  -0.00024
 97        2S         -0.00010   0.00014   0.00002  -0.00011   0.00001
 98        3PX         0.00001   0.00002   0.00001  -0.00001   0.00002
 99        3PY        -0.00001   0.00002   0.00001  -0.00004   0.00002
100        3PZ         0.00002  -0.00005  -0.00003   0.00000  -0.00005
101 9   H  1S         -0.00005   0.00015   0.00005  -0.00002   0.00009
102        2S          0.00009   0.00280  -0.00012   0.00014  -0.00005
103        3PX        -0.00001   0.00006  -0.00004   0.00002  -0.00004
104        3PY         0.00001   0.00001   0.00004  -0.00001  -0.00001
105        3PZ         0.00006   0.00019   0.00000  -0.00004   0.00000
106 10  H  1S          0.00008   0.00005   0.00000  -0.00001   0.00005
107        2S          0.00013   0.00122   0.00067  -0.00001   0.00047
108        3PX         0.00004  -0.00006   0.00005  -0.00003  -0.00001
109        3PY         0.00001   0.00006   0.00007   0.00002   0.00002
110        3PZ        -0.00001   0.00000   0.00001  -0.00001   0.00000
111 11  H  1S          0.00004   0.00007   0.00004  -0.00023   0.00010
112        2S          0.00011  -0.00009   0.00265  -0.00016  -0.00010
113        3PX         0.00000   0.00001  -0.00007   0.00000   0.00002
114        3PY         0.00001   0.00007  -0.00006  -0.00002   0.00004
115        3PZ        -0.00001   0.00001   0.00023  -0.00006   0.00002
116 12  H  1S         -0.00001  -0.00004  -0.00023   0.00003  -0.00024
117        2S         -0.00006   0.00012   0.00010   0.00273  -0.00015
118        3PX         0.00000   0.00000  -0.00001  -0.00012   0.00000
119        3PY         0.00000   0.00000  -0.00001   0.00000   0.00001
120        3PZ         0.00000  -0.00004  -0.00005   0.00021  -0.00007
121 13  H  1S          0.00004  -0.00010  -0.00023   0.00004  -0.00023
122        2S          0.00004  -0.00004   0.00011   0.00275  -0.00014
123        3PX         0.00001  -0.00004  -0.00002  -0.00003  -0.00003
124        3PY         0.00000   0.00001  -0.00001   0.00000   0.00001
125        3PZ         0.00000   0.00003   0.00005  -0.00023   0.00006
126 14  H  1S         -0.00004   0.00009   0.00005  -0.00023   0.00010
127        2S         -0.00012  -0.00019   0.00267  -0.00013  -0.00009
128        3PX        -0.00001  -0.00001   0.00002  -0.00002   0.00003
129        3PY        -0.00002   0.00006  -0.00006  -0.00002   0.00004
130        3PZ         0.00001  -0.00002  -0.00024   0.00006  -0.00001
131 15  H  1S         -0.00004   0.00012   0.00006  -0.00023   0.00004
132        2S         -0.00002  -0.00006  -0.00009   0.00007   0.00273
133        3PX        -0.00001   0.00001   0.00003  -0.00003   0.00001
134        3PY         0.00002  -0.00004  -0.00003   0.00001   0.00006
135        3PZ         0.00002  -0.00001   0.00000   0.00005  -0.00023
136 16  H  1S          0.00007  -0.00032  -0.00006   0.00009  -0.00024
137        2S         -0.00046  -0.00019   0.00006  -0.00003   0.00005
138        3PX        -0.00001   0.00006   0.00000  -0.00002   0.00000
139        3PY         0.00006   0.00000   0.00001  -0.00004   0.00003
140        3PZ        -0.00003   0.00008   0.00003  -0.00001   0.00006
141 17  O  1S          0.99279  -0.00016   0.00002   0.00000   0.00002
142        2S          0.02600  -0.00049   0.00008   0.00000   0.00009
143        2PX         0.00043   0.00008  -0.00004  -0.00001  -0.00004
144        2PY         0.00000   0.00000   0.00000   0.00000   0.00001
145        2PZ         0.00095  -0.00005   0.00001  -0.00002   0.00001
146        3S          0.01136   0.00448  -0.00038  -0.00017  -0.00031
147        3PX        -0.00026  -0.00118   0.00021   0.00017   0.00020
148        3PY         0.00003   0.00004   0.00004  -0.00001  -0.00003
149        3PZ         0.00020   0.00052  -0.00006   0.00004  -0.00002
150        4XX        -0.00790  -0.00045   0.00008  -0.00003   0.00010
151        4YY        -0.00795  -0.00030   0.00008   0.00001   0.00007
152        4ZZ        -0.00802  -0.00051   0.00006   0.00002   0.00008
153        4XY        -0.00001  -0.00002  -0.00004   0.00001   0.00002
154        4XZ         0.00015   0.00035   0.00003  -0.00001   0.00004
155        4YZ         0.00001  -0.00001   0.00001   0.00000   0.00000
156 18  H  1S          0.00023  -0.00004  -0.00008  -0.00001  -0.00010
157        2S         -0.00125   0.00033  -0.00010   0.00003  -0.00009
158        3PX         0.00026  -0.00011   0.00004  -0.00001   0.00005
159        3PY        -0.00001   0.00000   0.00001   0.00000   0.00000
160        3PZ         0.00006   0.00006   0.00000   0.00001   0.00001
                          6         7         8         9        10
                       (A)--O    (A)--O    (A)--O    (A)--O    (A)--O
    EIGENVALUES --   -10.16971 -10.15383  -1.00383  -0.80944  -0.73575
  1 1   C  1S         -0.01616   0.00008  -0.00404  -0.08488  -0.03583
  2        2S         -0.00140  -0.00020   0.00735   0.16004   0.06904
  3        2PX        -0.00006  -0.00002   0.00400   0.01791  -0.06423
  4        2PY         0.00002   0.00003  -0.00153  -0.02901  -0.03985
  5        2PZ        -0.00001   0.00000   0.00092   0.00481  -0.01326
  6        3S          0.00757   0.00167   0.00273   0.11889   0.05781
  7        3PX         0.00279   0.00047   0.00062   0.00276  -0.01378
  8        3PY        -0.00119  -0.00071  -0.00031  -0.00694  -0.00670
  9        3PZ         0.00053   0.00011  -0.00225  -0.00041  -0.00015
 10        4XX        -0.00035  -0.00005   0.00047   0.00136  -0.00609
 11        4YY        -0.00007  -0.00006  -0.00029  -0.00063   0.00509
 12        4ZZ        -0.00013  -0.00011  -0.00048  -0.00618  -0.00202
 13        4XY        -0.00003   0.00002   0.00005   0.00222   0.00504
 14        4XZ        -0.00006   0.00002   0.00036   0.00183  -0.00115
 15        4YZ        -0.00001   0.00001  -0.00007   0.00032   0.00092
 16 2   C  1S          0.99296   0.00012  -0.02075  -0.08625   0.07715
 17        2S          0.05058   0.00008   0.03764   0.16263  -0.14861
 18        2PX         0.00005  -0.00001   0.01679  -0.02025  -0.04411
 19        2PY         0.00005   0.00005  -0.02194  -0.03585   0.03953
 20        2PZ         0.00011   0.00002  -0.00280   0.00177  -0.01659
 21        3S         -0.02290  -0.00205   0.03083   0.11758  -0.11954
 22        3PX         0.00089   0.00046   0.00325  -0.00716  -0.00549
 23        3PY         0.00245   0.00087  -0.00641  -0.00240   0.00466
 24        3PZ         0.00020  -0.00003  -0.00390   0.00255  -0.00576
 25        4XX        -0.00893   0.00002   0.00045   0.00032   0.00644
 26        4YY        -0.00886   0.00006   0.00338   0.00012  -0.00278
 27        4ZZ        -0.00862  -0.00002  -0.00181  -0.00629   0.00445
 28        4XY         0.00005   0.00000  -0.00346  -0.00159   0.00439
 29        4XZ        -0.00006   0.00001   0.00003   0.00227  -0.00060
 30        4YZ         0.00003   0.00000   0.00020  -0.00091   0.00156
 31 3   C  1S         -0.00342  -0.00793  -0.08565  -0.08632   0.10994
 32        2S         -0.00083  -0.00082   0.16256   0.16715  -0.21811
 33        2PX         0.00005   0.00020   0.07036  -0.08023   0.04584
 34        2PY        -0.00013   0.00043  -0.00926  -0.01482  -0.00125
 35        2PZ         0.00005   0.00010  -0.06232   0.01627  -0.02783
 36        3S          0.00850   0.00494   0.05098   0.13587  -0.17482
 37        3PX        -0.00276  -0.00304   0.00276  -0.01712   0.01120
 38        3PY         0.00257  -0.00066  -0.00433  -0.00088  -0.00413
 39        3PZ        -0.00068  -0.00038   0.01284   0.00215  -0.00737
 40        4XX        -0.00024  -0.00017   0.00639  -0.00673   0.01108
 41        4YY        -0.00047  -0.00037  -0.00805   0.00482  -0.00330
 42        4ZZ        -0.00027  -0.00018  -0.00059  -0.00817   0.00744
 43        4XY         0.00010  -0.00011  -0.00088   0.00100   0.00101
 44        4XZ         0.00000   0.00003  -0.01433   0.00510  -0.00349
 45        4YZ         0.00003  -0.00003   0.00082  -0.00024   0.00068
 46 4   C  1S         -0.00011   0.99297  -0.02670  -0.08750   0.03708
 47        2S          0.00008   0.04844   0.05142   0.16483  -0.07231
 48        2PX        -0.00003   0.00021   0.02520  -0.01911  -0.07953
 49        2PY        -0.00010   0.00037   0.03009   0.05287  -0.07397
 50        2PZ         0.00000   0.00005  -0.00281   0.00126  -0.02151
 51        3S         -0.00267  -0.01577   0.02154   0.08622  -0.03763
 52        3PX         0.00114   0.00152  -0.00372  -0.00096  -0.01237
 53        3PY        -0.00102  -0.00258   0.00424  -0.00729  -0.00179
 54        3PZ         0.00027   0.00039  -0.00371   0.00408  -0.00681
 55        4XX         0.00004  -0.00853   0.00078   0.00297   0.00738
 56        4YY         0.00003  -0.00822   0.00343   0.00353  -0.00729
 57        4ZZ        -0.00002  -0.00951  -0.00388  -0.01223   0.00516
 58        4XY         0.00004   0.00017   0.00407   0.00286  -0.00435
 59        4XZ         0.00002   0.00026   0.00081   0.00434  -0.00066
 60        4YZ         0.00002   0.00003  -0.00032   0.00119  -0.00171
 61 5   C  1S          0.00024  -0.00514  -0.00458  -0.08845  -0.08921
 62        2S         -0.00025  -0.00054   0.00807   0.16642   0.17407
 63        2PX         0.00001  -0.00028   0.00470   0.01825  -0.04898
 64        2PY        -0.00001  -0.00008   0.00222   0.03438   0.02692
 65        2PZ         0.00000  -0.00003   0.00099   0.00431  -0.01058
 66        3S          0.00265   0.00508   0.00335   0.13750   0.13683
 67        3PX         0.00052   0.00193  -0.00041   0.00483  -0.01276
 68        3PY         0.00096   0.00198   0.00116   0.01021   0.00043
 69        3PZ         0.00009   0.00022  -0.00325  -0.00026   0.00053
 70        4XX        -0.00004  -0.00055   0.00061   0.00159  -0.00492
 71        4YY        -0.00006  -0.00013  -0.00034  -0.00069   0.00095
 72        4ZZ        -0.00010  -0.00017  -0.00060  -0.00668  -0.00477
 73        4XY        -0.00002   0.00001   0.00020  -0.00106  -0.00648
 74        4XZ         0.00001  -0.00009   0.00036   0.00204  -0.00009
 75        4YZ         0.00000   0.00001   0.00013  -0.00023  -0.00138
 76 6   C  1S          0.00030   0.00007  -0.00211  -0.08610  -0.11921
 77        2S          0.00023   0.00011   0.00436   0.16275   0.22942
 78        2PX        -0.00007  -0.00005   0.00212   0.03328   0.00414
 79        2PY        -0.00010   0.00005  -0.00005  -0.00080  -0.02206
 80        2PZ        -0.00002  -0.00001   0.00044   0.00673   0.00113
 81        3S         -0.00240  -0.00192   0.00019   0.11741   0.19263
 82        3PX        -0.00117  -0.00096  -0.00061   0.00518   0.00220
 83        3PY         0.00005   0.00014   0.00064   0.00121  -0.00537
 84        3PZ        -0.00019  -0.00015   0.00059   0.00269  -0.00141
 85        4XX        -0.00002   0.00002   0.00003  -0.00208  -0.00569
 86        4YY         0.00000   0.00001   0.00019   0.00267   0.00094
 87        4ZZ        -0.00003  -0.00002  -0.00009  -0.00645  -0.00650
 88        4XY        -0.00003   0.00002   0.00001  -0.00031  -0.00259
 89        4XZ         0.00000   0.00001   0.00013   0.00104   0.00019
 90        4YZ        -0.00001   0.00000  -0.00002  -0.00018  -0.00059
 91 7   H  1S         -0.00023  -0.00004   0.00148   0.04405   0.02280
 92        2S         -0.00003   0.00009   0.00177   0.00918   0.00553
 93        3PX         0.00002   0.00000   0.00019   0.00235   0.00021
 94        3PY         0.00002   0.00001  -0.00021  -0.00278  -0.00165
 95        3PZ        -0.00006  -0.00004  -0.00018  -0.00328  -0.00172
 96 8   H  1S          0.00006   0.00009   0.00676   0.04436  -0.05050
 97        2S          0.00269  -0.00015   0.00157   0.00804  -0.01353
 98        3PX         0.00000  -0.00002  -0.00004  -0.00087   0.00010
 99        3PY         0.00006   0.00000  -0.00043  -0.00295   0.00316
100        3PZ         0.00026   0.00001  -0.00076  -0.00389   0.00386
101 9   H  1S         -0.00017   0.00004   0.03552   0.04590  -0.07563
102        2S          0.00006   0.00095   0.00277   0.00668  -0.02018
103        3PX         0.00000  -0.00003  -0.00147  -0.00334   0.00429
104        3PY         0.00003  -0.00015  -0.00021  -0.00042   0.00038
105        3PZ        -0.00008  -0.00018  -0.00523  -0.00404   0.00622
106 10  H  1S         -0.00003  -0.00057   0.01083   0.03623  -0.01803
107        2S         -0.00010   0.00131   0.00632   0.00253  -0.00136
108        3PX        -0.00001   0.00019   0.00022  -0.00205   0.00003
109        3PY         0.00003  -0.00023   0.00180   0.00344  -0.00240
110        3PZ         0.00000   0.00003  -0.00038  -0.00031  -0.00010
111 11  H  1S         -0.00006  -0.00012   0.00165   0.04411   0.05604
112        2S          0.00003   0.00064   0.00162   0.00788   0.01459
113        3PX         0.00000   0.00009   0.00013   0.00202   0.00181
114        3PY        -0.00002  -0.00001   0.00021   0.00288   0.00340
115        3PZ        -0.00003  -0.00009  -0.00019  -0.00345  -0.00414
116 12  H  1S          0.00008   0.00007   0.00066   0.04470   0.07736
117        2S         -0.00009  -0.00015   0.00006   0.00865   0.02279
118        3PX         0.00003   0.00001   0.00012   0.00390   0.00565
119        3PY        -0.00001   0.00000  -0.00001   0.00004  -0.00015
120        3PZ         0.00002   0.00001  -0.00006  -0.00312  -0.00495
121 13  H  1S          0.00009   0.00008   0.00081   0.04467   0.07695
122        2S         -0.00006  -0.00014   0.00009   0.00956   0.02140
123        3PX         0.00004   0.00002   0.00007   0.00249   0.00332
124        3PY        -0.00001   0.00001   0.00000   0.00012  -0.00003
125        3PZ         0.00000  -0.00001   0.00005   0.00436   0.00672
126 14  H  1S         -0.00006  -0.00015   0.00140   0.04327   0.05658
127        2S          0.00004   0.00053  -0.00189   0.00680   0.01654
128        3PX        -0.00001   0.00005  -0.00006   0.00055   0.00015
129        3PY        -0.00002  -0.00003  -0.00001   0.00285   0.00359
130        3PZ         0.00003   0.00011   0.00015   0.00393   0.00449
131 15  H  1S         -0.00024  -0.00003   0.00132   0.04326   0.02372
132        2S         -0.00005   0.00006  -0.00123   0.00846   0.00722
133        3PX        -0.00001  -0.00002  -0.00003   0.00087  -0.00040
134        3PY         0.00002   0.00002  -0.00004  -0.00262  -0.00172
135        3PZ         0.00006   0.00003   0.00015   0.00401   0.00172
136 16  H  1S          0.00012   0.00005   0.01186   0.04019  -0.04457
137        2S          0.00271  -0.00011  -0.00006   0.00555  -0.00889
138        3PX         0.00007  -0.00001   0.00021  -0.00270   0.00205
139        3PY         0.00003  -0.00001  -0.00130  -0.00222   0.00228
140        3PZ        -0.00021   0.00000   0.00074   0.00331  -0.00358
141 17  O  1S         -0.00003  -0.00010  -0.19668   0.05445  -0.05096
142        2S         -0.00014  -0.00044   0.42859  -0.12144   0.11454
143        2PX         0.00005   0.00005   0.00642  -0.06597   0.10063
144        2PY        -0.00002   0.00003   0.00113  -0.00029  -0.00428
145        2PZ        -0.00005  -0.00003   0.10397  -0.00836  -0.00994
146        3S          0.00002   0.00180   0.41916  -0.13902   0.13862
147        3PX        -0.00005  -0.00061  -0.01691  -0.02179   0.03855
148        3PY         0.00001  -0.00033   0.00061  -0.00063  -0.00112
149        3PZ         0.00011   0.00043   0.04988  -0.00388  -0.00567
150        4XX        -0.00013  -0.00027   0.00328   0.00190  -0.00178
151        4YY        -0.00004  -0.00028  -0.00992   0.00233  -0.00205
152        4ZZ        -0.00010  -0.00024   0.00322   0.00226  -0.00436
153        4XY        -0.00010   0.00013  -0.00044   0.00035  -0.00011
154        4XZ        -0.00009  -0.00014  -0.00608  -0.00484   0.00764
155        4YZ        -0.00001  -0.00003   0.00028  -0.00026   0.00001
156 18  H  1S          0.00006   0.00004   0.13763  -0.06465   0.07651
157        2S          0.00011   0.00018   0.01702  -0.01591   0.02370
158        3PX        -0.00005  -0.00007  -0.02046   0.00714  -0.00718
159        3PY        -0.00001   0.00003   0.00055  -0.00022   0.00008
160        3PZ        -0.00003  -0.00005  -0.00882   0.00439  -0.00547






Output text



<comment class="example.output" id="l601.orbital.openshell">
    <module cmlx:lineCount="654" cmlx:templateRef="l601.orbital.openshell">
        <module cmlx:lineCount="327" cmlx:templateRef="orbitalsection">
            <scalar dataType="xsd:string" dictRef="cc:orbitaltype">Alpha</scalar>
             <array dataType="xsd:integer" size="10" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10</array>
             <array delimiter="|" dataType="xsd:string" size="10" dictRef="cc:occupation">|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|</array>
             <array dataType="xsd:double" size="10" dictRef="cc:eigenvalues">-19.12263 -10.20803 -10.17915 -10.17756 -10.17534 -10.16985 -10.16673 -1.01062 -0.8181 -0.74345</array>
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             <list dictRef="x:label">
              <scalar dataType="xsd:string" dictRef="x:label">1   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">5   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">6   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">7   H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">8   H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">9   H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">10  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">11  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">12  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">13  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">14  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">15  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">16  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">17  O  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">18  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
             </list>
            </module>
            <module cmlx:lineCount="327" cmlx:templateRef="orbitalsection">
             <scalar dataType="xsd:string" dictRef="cc:orbitaltype">Beta</scalar>
             <array dataType="xsd:integer" size="10" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10</array>
             <array delimiter="|" dataType="xsd:string" size="10" dictRef="cc:occupation">|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|</array>
             <array dataType="xsd:double" size="10" dictRef="cc:eigenvalues">-19.11979 -10.20906 -10.17998 -10.17751 -10.17533 -10.16971 -10.15383 -1.00383 -0.80944 -0.73575</array>
             <matrix rows="160" columns="10" dataType="xsd:double" dictRef="g:orbitalcoeff">-1.0E-5 1.0E-5 5.2E-4 0.03845 0.99225 -0.01616 8.0E-5 -0.00404 -0.08488 -0.03583 -5.0E-5 2.1E-4 2.0E-4 0.00135 0.05012 -0.0014 -2.0E-4 0.00735 0.16004 0.06904 -2.0E-5 -1.5E-4 5.0E-5 3.0E-5 -6.0E-5 -6.0E-5 -2.0E-5 0.004 0.01791 -0.06423 1.0E-5 2.0E-5 1.0E-4 7.0E-5 8.0E-5 2.0E-5 3.0E-5 -0.00153 -0.02901 -0.03985 3.0E-5 -2.0E-5 1.0E-5 0.0 0.0 -1.0E-5 0.0 9.2E-4 0.00481 -0.01326 2.5E-4 -0.00269 -0.00187 0.00639 -0.02159 0.00757 0.00167 0.00273 0.11889 0.05781 1.4E-4 -8.1E-4 -6.3E-4 -3.1E-4 -0.00101 0.00279 4.7E-4 6.2E-4 0.00276 -0.01378 -2.5E-4 0.00105 8.6E-4 -0.00289 0.00183 -0.00119 -7.1E-4 -3.1E-4 -0.00694 -0.0067 -2.5E-4 1.0E-5 -1.6E-4 -3.0E-5 -2.2E-4 5.3E-4 1.1E-4 -0.00225 -4.1E-4 -1.5E-4 -2.0E-5 -6.0E-5 0.0 -6.3E-4 -0.00887 -3.5E-4 -5.0E-5 4.7E-4 0.00136 -0.00609 -2.0E-5 2.0E-5 -6.0E-5 -7.5E-4 -0.00879 -7.0E-5 -6.0E-5 -2.9E-4 -6.3E-4 0.00509 -4.0E-5 -5.0E-5 -4.0E-5 -5.9E-4 -0.00852 -1.3E-4 -1.1E-4 -4.8E-4 -0.00618 -0.00202 0.0 2.0E-5 -1.0E-5 -1.6E-4 -1.0E-4 -3.0E-5 2.0E-5 5.0E-5 0.00222 0.00504 1.0E-5 2.0E-5 1.0E-5 -1.0E-5 -8.0E-5 -6.0E-5 2.0E-5 3.6E-4 0.00183 -0.00115 -1.0E-5 0.0 0.0 -3.0E-5 -1.0E-5 -1.0E-5 1.0E-5 -7.0E-5 3.2E-4 9.2E-4 1.0E-5 0.00297 -3.5E-4 3.9E-4 0.01576 0.99296 1.2E-4 -0.02075 -0.08625 0.07715 1.2E-4 -6.9E-4 -2.7E-4 2.5E-4 2.0E-4 0.05058 8.0E-5 0.03764 0.16263 -0.14861 2.0E-5 3.0E-5 1.0E-5 1.0E-4 7.0E-5 5.0E-5 -1.0E-5 0.01679 -0.02025 -0.04411 -6.0E-5 -2.0E-5 1.0E-5 5.0E-5 1.0E-5 5.0E-5 5.0E-5 -0.02194 -0.03585 0.03953 -1.0E-5 5.0E-5 0.0 2.0E-5 2.0E-5 1.1E-4 2.0E-5 -0.0028 0.00177 -0.01659 3.1E-4 0.00952 0.0027 -0.00263 0.00711 -0.0229 -0.00205 0.03083 0.11758 -0.11954 9.0E-5 2.9E-4 -2.7E-4 3.6E-4 -0.00272 8.9E-4 4.6E-4 0.00325 -0.00716 -0.00549 3.0E-4 -0.0039 -0.001 0.00125 -0.00124 0.00245 8.7E-4 -0.00641 -0.0024 0.00466 6.0E-5 -6.0E-4 3.0E-5 1.5E-4 -4.8E-4 2.0E-4 -3.0E-5 -0.0039 0.00255 -0.00576 -4.0E-5 -3.3E-4 -4.0E-5 -5.0E-5 -6.5E-4 -0.00893 2.0E-5 4.5E-4 3.2E-4 0.00644 -1.0E-5 -3.6E-4 -6.0E-5 -2.0E-5 -3.4E-4 -0.00886 6.0E-5 0.00338 1.2E-4 -0.00278 2.0E-5 -3.1E-4 -1.0E-4 -5.0E-5 -4.0E-4 -0.00862 -2.0E-5 -0.00181 -0.00629 0.00445 7.0E-5 1.5E-4 -3.0E-5 -2.0E-5 3.0E-5 5.0E-5 0.0 -0.00346 -0.00159 0.00439 3.0E-5 -2.0E-5 2.0E-5 0.0 -6.0E-5 -6.0E-5 1.0E-5 3.0E-5 0.00227 -6.0E-4 -1.0E-5 6.0E-5 -1.0E-5 -1.0E-5 0.0 3.0E-5 0.0 2.0E-4 -9.1E-4 0.00156 0.0 0.99309 -1.0E-5 4.0E-5 -2.0E-5 -0.00342 -0.00793 -0.08565 -0.08632 0.10994 1.2E-4 0.0515 -1.0E-5 -3.4E-4 1.2E-4 -8.3E-4 -8.2E-4 0.16256 0.16715 -0.21811 1.7E-4 3.2E-4 9.0E-5 6.0E-5 1.1E-4 5.0E-5 2.0E-4 0.07036 -0.08023 0.04584 0.0 -2.2E-4 9.0E-5 -3.0E-5 -7.0E-5 -1.3E-4 4.3E-4 -0.00926 -0.01482 -0.00125 -2.5E-4 -2.6E-4 -1.0E-5 2.0E-5 0.0 5.0E-5 1.0E-4 -0.06232 0.01627 -0.02783 -8.5E-4 -0.02894 -0.00162 0.00339 -0.00285 0.0085 0.00494 0.05098 0.13587 -0.17482 -3.9E-4 0.00304 0.00143 -0.00135 0.00143 -0.00276 -0.00304 0.00276 -0.01712 0.0112 -4.3E-4 7.8E-4 -0.00117 2.1E-4 1.1E-4 0.00257 -6.6E-4 -0.00433 -8.8E-4 -0.00413 5.8E-4 0.00195 1.2E-4 -5.1E-4 1.1E-4 -6.8E-4 -3.8E-4 0.01284 0.00215 -0.00737 2.0E-4 -0.0089 -4.0E-5 -1.0E-4 -1.0E-5 -2.4E-4 -1.7E-4 0.00639 -0.00673 0.01108 7.0E-5 -0.00873 7.0E-5 -4.0E-5 -1.0E-5 -4.7E-4 -3.7E-4 -0.00805 0.00482 -0.0033 2.1E-4 -0.00872 -6.0E-5 -1.5E-4 -5.0E-5 -2.7E-4 -1.8E-4 -5.9E-4 -0.00817 0.00744 -2.0E-5 1.4E-4 0.0 0.0 2.0E-5 1.0E-4 -1.1E-4 -8.8E-4 0.001 0.00101 -1.6E-4 1.1E-4 -2.0E-5 -1.0E-5 -2.0E-5 0.0 3.0E-5 -0.01433 0.0051 -0.00349 2.0E-5 3.0E-5 0.0 0.0 0.0 3.0E-5 -3.0E-5 8.2E-4 -2.4E-4 6.8E-4 4.0E-5 0.0074 0.00481 -2.1E-4 -1.8E-4 -1.1E-4 0.99297 -0.0267 -0.0875 0.03708 2.4E-4 -4.4E-4 -2.1E-4 1.0E-4 -2.8E-4 8.0E-5 0.04844 0.05142 0.16483 -0.07231 3.0E-5 -2.0E-5 1.9E-4 1.0E-4 6.0E-5 -3.0E-5 2.1E-4 0.0252 -0.01911 -0.07953 -1.0E-5 -3.0E-4 -7.0E-5 -4.0E-5 -7.0E-5 -1.0E-4 3.7E-4 0.03009 0.05287 -0.07397 -2.0E-5 1.0E-5 5.0E-5 3.0E-5 1.0E-5 0.0 5.0E-5 -0.00281 0.00126 -0.02151 -8.1E-4 0.01064 0.0066 -0.00302 0.00299 -0.00267 -0.01577 0.02154 0.08622 -0.03763 -5.8E-4 3.8E-4 -0.00416 7.3E-4 -0.001 0.00114 0.00152 -0.00372 -9.6E-4 -0.01237 -2.4E-4 0.00597 0.00101 -0.00112 0.0015 -0.00102 -0.00258 0.00424 -0.00729 -0.00179 1.2E-4 -4.6E-4 -8.1E-4 1.9E-4 -1.8E-4 2.7E-4 3.9E-4 -0.00371 0.00408 -0.00681 -4.0E-5 -3.0E-4 -5.2E-4 0.0 -3.0E-5 4.0E-5 -0.00853 7.8E-4 0.00297 0.00738 1.0E-5 -3.4E-4 -2.0E-4 1.0E-5 -7.0E-5 3.0E-5 -0.00822 0.00343 0.00353 -0.00729 3.0E-5 -3.2E-4 -3.0E-4 -1.0E-5 -1.3E-4 -2.0E-5 -0.00951 -0.00388 -0.01223 0.00516 -8.0E-5 -8.0E-5 -6.0E-5 1.0E-5 5.0E-5 4.0E-5 1.7E-4 0.00407 0.00286 -0.00435 6.0E-5 1.0E-5 -5.0E-5 0.0 2.0E-5 2.0E-5 2.6E-4 8.1E-4 0.00434 -6.6E-4 1.0E-5 -5.0E-5 -1.0E-5 1.0E-5 1.0E-5 2.0E-5 3.0E-5 -3.2E-4 0.00119 -0.00171 -1.0E-5 -1.0E-5 0.99242 -0.03653 9.7E-4 2.4E-4 -0.00514 -0.00458 -0.08845 -0.08921 -4.0E-5 1.6E-4 0.0503 -0.00242 3.0E-4 -2.5E-4 -5.4E-4 0.00807 0.16642 0.17407 -1.0E-5 -1.8E-4 -1.0E-5 5.0E-5 2.0E-5 1.0E-5 -2.8E-4 0.0047 0.01825 -0.04898 -1.0E-5 -4.0E-5 -1.3E-4 -7.0E-5 -1.1E-4 -1.0E-5 -8.0E-5 0.00222 0.03438 0.02692 4.0E-5 -2.0E-5 1.0E-5 1.0E-5 0.0 0.0 -3.0E-5 9.9E-4 0.00431 -0.01058 7.0E-5 -0.00267 -0.02229 0.008 -0.00297 0.00265 0.00508 0.00335 0.1375 0.13683 0.0 -5.0E-5 -0.00144 -5.1E-4 -6.5E-4 5.2E-4 0.00193 -4.1E-4 0.00483 -0.01276 1.5E-4 -0.00181 -0.00198 0.00296 -0.00133 9.6E-4 0.00198 0.00116 0.01021 4.3E-4 -3.5E-4 8.0E-5 -2.6E-4 -1.1E-4 -1.2E-4 9.0E-5 2.2E-4 -0.00325 -2.6E-4 5.3E-4 -1.0E-5 -2.0E-5 -0.00888 2.0E-5 1.0E-5 -4.0E-5 -5.5E-4 6.1E-4 0.00159 -0.00492 -1.0E-5 -4.0E-5 -0.00885 -6.0E-5 -5.0E-5 -6.0E-5 -1.3E-4 -3.4E-4 -6.9E-4 9.5E-4 -3.0E-5 -6.0E-5 -0.00859 7.0E-5 -3.0E-5 -1.0E-4 -1.7E-4 -6.0E-4 -0.00668 -0.00477 0.0 -6.0E-5 8.0E-5 1.8E-4 -2.0E-5 -2.0E-5 1.0E-5 2.0E-4 -0.00106 -0.00648 1.0E-5 3.0E-5 -7.0E-5 -1.0E-5 1.0E-5 1.0E-5 -9.0E-5 3.6E-4 0.00204 -9.0E-5 1.0E-5 -1.0E-5 2.0E-5 3.0E-5 0.0 0.0 1.0E-5 1.3E-4 -2.3E-4 -0.00138 0.0 -1.9E-4 0.03616 0.9917 -0.03883 3.0E-4 7.0E-5 -0.00211 -0.0861 -0.11921 3.0E-5 -3.3E-4 0.00126 0.05005 -0.00254 2.3E-4 1.1E-4 0.00436 0.16275 0.22942 -1.0E-5 -3.0E-5 -4.0E-5 -1.0E-4 -3.0E-5 -7.0E-5 -5.0E-5 0.00212 0.03328 0.00414 0.0 0.0 4.0E-5 -3.0E-5 -6.0E-5 -1.0E-4 5.0E-5 -5.0E-5 -8.0E-4 -0.02206 -1.0E-5 2.0E-5 -1.0E-5 -2.0E-5 -1.0E-5 -2.0E-5 -1.0E-5 4.4E-4 0.00673 0.00113 -3.3E-4 0.00294 0.00639 -0.02134 0.00805 -0.0024 -0.00192 1.9E-4 0.11741 0.19263 -1.5E-4 0.00119 0.00232 -0.00195 0.00233 -0.00117 -9.6E-4 -6.1E-4 0.00518 0.0022 0.0 -3.2E-4 -0.00174 1.1E-4 0.0018 5.0E-5 1.4E-4 6.4E-4 0.00121 -0.00537 2.0E-4 2.0E-5 4.8E-4 -3.7E-4 4.4E-4 -1.9E-4 -1.5E-4 5.9E-4 0.00269 -0.00141 -1.0E-5 -1.1E-4 -5.8E-4 -0.00873 9.0E-5 -2.0E-5 2.0E-5 3.0E-5 -0.00208 -0.00569 0.0 -2.0E-5 -7.6E-4 -0.00895 -1.1E-4 0.0 1.0E-5 1.9E-4 0.00267 9.4E-4 -1.0E-5 -1.3E-4 -5.5E-4 -0.00852 8.0E-5 -3.0E-5 -2.0E-5 -9.0E-5 -0.00645 -0.0065 0.0 -1.0E-5 1.3E-4 -1.0E-5 -1.3E-4 -3.0E-5 2.0E-5 1.0E-5 -3.1E-4 -0.00259 0.0 2.0E-5 -1.0E-5 -5.0E-5 0.0 0.0 1.0E-5 1.3E-4 0.00104 1.9E-4 0.0 -1.0E-5 3.0E-5 0.0 -2.0E-5 -1.0E-5 0.0 -2.0E-5 -1.8E-4 -5.9E-4 4.0E-5 7.0E-5 7.0E-5 -2.3E-4 4.0E-5 -2.3E-4 -4.0E-5 0.00148 0.04405 0.0228 1.4E-4 -6.0E-5 -8.0E-5 7.0E-5 0.00273 -3.0E-5 9.0E-5 0.00177 0.00918 0.00553 0.0 3.0E-5 2.0E-5 -1.0E-5 -8.0E-5 2.0E-5 0.0 1.9E-4 0.00235 2.1E-4 0.0 -4.0E-5 -3.0E-5 1.0E-5 7.0E-5 2.0E-5 1.0E-5 -2.1E-4 -0.00278 -0.00165 -1.0E-5 0.0 1.0E-5 -5.0E-5 2.2E-4 -6.0E-5 -4.0E-5 -1.8E-4 -0.00328 -0.00172 -5.0E-5 -2.3E-4 -7.0E-5 9.0E-5 -2.4E-4 6.0E-5 9.0E-5 0.00676 0.04436 -0.0505 -1.0E-4 1.4E-4 2.0E-5 -1.1E-4 1.0E-5 0.00269 -1.5E-4 0.00157 0.00804 -0.01353 1.0E-5 2.0E-5 1.0E-5 -1.0E-5 2.0E-5 0.0 -2.0E-5 -4.0E-5 -8.7E-4 1.0E-4 -1.0E-5 2.0E-5 1.0E-5 -4.0E-5 2.0E-5 6.0E-5 0.0 -4.3E-4 -0.00295 0.00316 2.0E-5 -5.0E-5 -3.0E-5 0.0 -5.0E-5 2.6E-4 1.0E-5 -7.6E-4 -0.00389 0.00386 -5.0E-5 1.5E-4 5.0E-5 -2.0E-5 9.0E-5 -1.7E-4 4.0E-5 0.03552 0.0459 -0.07563 9.0E-5 0.0028 -1.2E-4 1.4E-4 -5.0E-5 6.0E-5 9.5E-4 0.00277 0.00668 -0.02018 -1.0E-5 6.0E-5 -4.0E-5 2.0E-5 -4.0E-5 0.0 -3.0E-5 -0.00147 -0.00334 0.00429 1.0E-5 1.0E-5 4.0E-5 -1.0E-5 -1.0E-5 3.0E-5 -1.5E-4 -2.1E-4 -4.2E-4 3.8E-4 6.0E-5 1.9E-4 0.0 -4.0E-5 0.0 -8.0E-5 -1.8E-4 -0.00523 -0.00404 0.00622 8.0E-5 5.0E-5 0.0 -1.0E-5 5.0E-5 -3.0E-5 -5.7E-4 0.01083 0.03623 -0.01803 1.3E-4 0.00122 6.7E-4 -1.0E-5 4.7E-4 -1.0E-4 0.00131 0.00632 0.00253 -0.00136 4.0E-5 -6.0E-5 5.0E-5 -3.0E-5 -1.0E-5 -1.0E-5 1.9E-4 2.2E-4 -0.00205 3.0E-5 1.0E-5 6.0E-5 7.0E-5 2.0E-5 2.0E-5 3.0E-5 -2.3E-4 0.0018 0.00344 -0.0024 -1.0E-5 0.0 1.0E-5 -1.0E-5 0.0 0.0 3.0E-5 -3.8E-4 -3.1E-4 -1.0E-4 4.0E-5 7.0E-5 4.0E-5 -2.3E-4 1.0E-4 -6.0E-5 -1.2E-4 0.00165 0.04411 0.05604 1.1E-4 -9.0E-5 0.00265 -1.6E-4 -1.0E-4 3.0E-5 6.4E-4 0.00162 0.00788 0.01459 0.0 1.0E-5 -7.0E-5 0.0 2.0E-5 0.0 9.0E-5 1.3E-4 0.00202 0.00181 1.0E-5 7.0E-5 -6.0E-5 -2.0E-5 4.0E-5 -2.0E-5 -1.0E-5 2.1E-4 0.00288 0.0034 -1.0E-5 1.0E-5 2.3E-4 -6.0E-5 2.0E-5 -3.0E-5 -9.0E-5 -1.9E-4 -0.00345 -0.00414 -1.0E-5 -4.0E-5 -2.3E-4 3.0E-5 -2.4E-4 8.0E-5 7.0E-5 6.6E-4 0.0447 0.07736 -6.0E-5 1.2E-4 1.0E-4 0.00273 -1.5E-4 -9.0E-5 -1.5E-4 6.0E-5 0.00865 0.02279 0.0 0.0 -1.0E-5 -1.2E-4 0.0 3.0E-5 1.0E-5 1.2E-4 0.0039 0.00565 0.0 0.0 -1.0E-5 0.0 1.0E-5 -1.0E-5 0.0 -1.0E-5 4.0E-5 -1.5E-4 0.0 -4.0E-5 -5.0E-5 2.1E-4 -7.0E-5 2.0E-5 1.0E-5 -6.0E-5 -0.00312 -0.00495 4.0E-5 -1.0E-4 -2.3E-4 4.0E-5 -2.3E-4 9.0E-5 8.0E-5 8.1E-4 0.04467 0.07695 4.0E-5 -4.0E-5 1.1E-4 0.00275 -1.4E-4 -6.0E-5 -1.4E-4 9.0E-5 0.00956 0.0214 1.0E-5 -4.0E-5 -2.0E-5 -3.0E-5 -3.0E-5 4.0E-5 2.0E-5 7.0E-5 0.00249 0.00332 0.0 1.0E-5 -1.0E-5 0.0 1.0E-5 -1.0E-5 1.0E-5 0.0 1.2E-4 -3.0E-5 0.0 3.0E-5 5.0E-5 -2.3E-4 6.0E-5 0.0 -1.0E-5 5.0E-5 0.00436 0.00672 -4.0E-5 9.0E-5 5.0E-5 -2.3E-4 1.0E-4 -6.0E-5 -1.5E-4 0.0014 0.04327 0.05658 -1.2E-4 -1.9E-4 0.00267 -1.3E-4 -9.0E-5 4.0E-5 5.3E-4 -0.00189 0.0068 0.01654 -1.0E-5 -1.0E-5 2.0E-5 -2.0E-5 3.0E-5 -1.0E-5 5.0E-5 -6.0E-5 5.5E-4 1.5E-4 -2.0E-5 6.0E-5 -6.0E-5 -2.0E-5 4.0E-5 -2.0E-5 -3.0E-5 -1.0E-5 0.00285 0.00359 1.0E-5 -2.0E-5 -2.4E-4 6.0E-5 -1.0E-5 3.0E-5 1.1E-4 1.5E-4 0.00393 0.00449 -4.0E-5 1.2E-4 6.0E-5 -2.3E-4 4.0E-5 -2.4E-4 -3.0E-5 0.00132 0.04326 0.02372 -2.0E-5 -6.0E-5 -9.0E-5 7.0E-5 0.00273 -5.0E-5 6.0E-5 -0.00123 0.00846 0.00722 -1.0E-5 1.0E-5 3.0E-5 -3.0E-5 1.0E-5 -1.0E-5 -2.0E-5 -3.0E-5 8.7E-4 -4.0E-4 2.0E-5 -4.0E-5 -3.0E-5 1.0E-5 6.0E-5 2.0E-5 2.0E-5 -4.0E-5 -0.00262 -0.00172 2.0E-5 -1.0E-5 0.0 5.0E-5 -2.3E-4 6.0E-5 3.0E-5 1.5E-4 0.00401 0.00172 7.0E-5 -3.2E-4 -6.0E-5 9.0E-5 -2.4E-4 1.2E-4 5.0E-5 0.01186 0.04019 -0.04457 -4.6E-4 -1.9E-4 6.0E-5 -3.0E-5 5.0E-5 0.00271 -1.1E-4 -6.0E-5 0.00555 -0.00889 -1.0E-5 6.0E-5 0.0 -2.0E-5 0.0 7.0E-5 -1.0E-5 2.1E-4 -0.0027 0.00205 6.0E-5 0.0 1.0E-5 -4.0E-5 3.0E-5 3.0E-5 -1.0E-5 -0.0013 -0.00222 0.00228 -3.0E-5 8.0E-5 3.0E-5 -1.0E-5 6.0E-5 -2.1E-4 0.0 7.4E-4 0.00331 -0.00358 0.99279 -1.6E-4 2.0E-5 0.0 2.0E-5 -3.0E-5 -1.0E-4 -0.19668 0.05445 -0.05096 0.026 -4.9E-4 8.0E-5 0.0 9.0E-5 -1.4E-4 -4.4E-4 0.42859 -0.12144 0.11454 4.3E-4 8.0E-5 -4.0E-5 -1.0E-5 -4.0E-5 5.0E-5 5.0E-5 0.00642 -0.06597 0.10063 0.0 0.0 0.0 0.0 1.0E-5 -2.0E-5 3.0E-5 0.00113 -2.9E-4 -0.00428 9.5E-4 -5.0E-5 1.0E-5 -2.0E-5 1.0E-5 -5.0E-5 -3.0E-5 0.10397 -0.00836 -0.00994 0.01136 0.00448 -3.8E-4 -1.7E-4 -3.1E-4 2.0E-5 0.0018 0.41916 -0.13902 0.13862 -2.6E-4 -0.00118 2.1E-4 1.7E-4 2.0E-4 -5.0E-5 -6.1E-4 -0.01691 -0.02179 0.03855 3.0E-5 4.0E-5 4.0E-5 -1.0E-5 -3.0E-5 1.0E-5 -3.3E-4 6.1E-4 -6.3E-4 -0.00112 2.0E-4 5.2E-4 -6.0E-5 4.0E-5 -2.0E-5 1.1E-4 4.3E-4 0.04988 -0.00388 -0.00567 -0.0079 -4.5E-4 8.0E-5 -3.0E-5 1.0E-4 -1.3E-4 -2.7E-4 0.00328 0.0019 -0.00178 -0.00795 -3.0E-4 8.0E-5 1.0E-5 7.0E-5 -4.0E-5 -2.8E-4 -0.00992 0.00233 -0.00205 -0.00802 -5.1E-4 6.0E-5 2.0E-5 8.0E-5 -1.0E-4 -2.4E-4 0.00322 0.00226 -0.00436 -1.0E-5 -2.0E-5 -4.0E-5 1.0E-5 2.0E-5 -1.0E-4 1.3E-4 -4.4E-4 3.5E-4 -1.1E-4 1.5E-4 3.5E-4 3.0E-5 -1.0E-5 4.0E-5 -9.0E-5 -1.4E-4 -0.00608 -0.00484 0.00764 1.0E-5 -1.0E-5 1.0E-5 0.0 0.0 -1.0E-5 -3.0E-5 2.8E-4 -2.6E-4 1.0E-5 2.3E-4 -4.0E-5 -8.0E-5 -1.0E-5 -1.0E-4 6.0E-5 4.0E-5 0.13763 -0.06465 0.07651 -0.00125 3.3E-4 -1.0E-4 3.0E-5 -9.0E-5 1.1E-4 1.8E-4 0.01702 -0.01591 0.0237 2.6E-4 -1.1E-4 4.0E-5 -1.0E-5 5.0E-5 -5.0E-5 -7.0E-5 -0.02046 0.00714 -0.00718 -1.0E-5 0.0 1.0E-5 0.0 0.0 -1.0E-5 3.0E-5 5.5E-4 -2.2E-4 8.0E-5 6.0E-5 6.0E-5 0.0 1.0E-5 1.0E-5 -3.0E-5 -5.0E-5 -0.00882 0.00439 -0.00547</matrix>
             <list dictRef="x:label">
              <scalar dataType="xsd:string" dictRef="x:label">1   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">5   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">6   C  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">7   H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">8   H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">9   H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">10  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">11  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">12  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">13  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">14  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">15  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">16  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">17  O  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4ZZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4XZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">4YZ</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">18  H  1S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
              <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
             </list>
            </module>
           </module>
    </comment>






Template definition



<templateList>  <template id="orbitalsection" pattern="\s+\w+\sMolecular\sOrbital\sCoefficients.*" endPattern=".*$\s+Beta\sMolecular\sOrbital\sCoefficients.*" endPattern2="~" endOffset="1" repeat="*">    <record id="orbitaltype">\s+{A,cc:orbitaltype}\sMolecular\sOrbital\sCoefficients.*</record>    <templateList>      <template id="coeff" pattern="\s{20,}\d+.*" endPattern=".*$\s{20,}\d+.*" endPattern2="~" endOffset="1" repeat="*">        <record id="serial">{1_5I,cc:serial}</record>        <record id="occupation">{1_5A,cc:occupation}</record>        <record id="eigenvalues">\s+.*\-\-{1_5F,cc:eigenvalues}</record>        <record id="row" repeat="*">{I,cc:serial}{X,x:label}\s{7,}{1_5F,x:floatArr}</record>
                </template>
            </templateList>    <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:serial']" />    <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:occupation']" />    <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:eigenvalues']" />    <transform process="addAttribute" xpath=".//cml:array[@dictRef='x:floatArr']" name="cmlx:idx" value="$string(../cml:scalar[@dictRef='cc:serial'])" />    <transform process="joinArrays" xpath=".//cml:array" key="$string(@cmlx:idx)" />    <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='x:floatArr']" dictRef="g:orbitalcoeff" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='cc:serial']" />    <transform process="delete" xpath="(.//cml:module[@cmlx:templateRef='coeff'])[position() > 1]" />    <transform process="addChild" xpath="." elementName="cml:list" dictRef="x:label" />    <transform process="move" to=".//cml:list[@dictRef='x:label']" xpath=".//cml:scalar[@dictRef='x:label']" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:orbitaltype']" />
        </template>
    </templateList>
<transform process="pullup" repeat="2" xpath=".//cml:array" />
<transform process="pullup" repeat="3" xpath=".//cml:matrix" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    l601.orbital.closedshell
    

    

   


  

    
      
          
            
  
l601.orbital.closedshell


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.orbital.closedshell



	name

	l601.orbital.closedshell



	pattern

	\s+Molecular\sOrbital\sCoefficients.*



	endPattern

	\s+DENSITY\s+MATRIX.*



	endPattern2

	\s+Density\s+Matrix.*



	endOffset

	0



	repeat

	*



	xml:base

	l601/l601.orbital.closedshell.xml







Input



   Molecular Orbital Coefficients
                         1         2         3         4         5
                      (A)--O    (A)--O    (A)--O    (A)--O    (A)--O
   EIGENVALUES --   -77.32978 -19.20031 -19.19990 -19.19861 -19.19814
 1 1   O  1S         -0.00003  -0.00093   0.99516  -0.00551  -0.00336
 2        2S         -0.00033  -0.00004   0.03090   0.00008   0.00012
 3        2PX         0.00001   0.00000  -0.00057  -0.00001   0.00000
 4        2PY        -0.00001  -0.00001   0.00059  -0.00002   0.00012
 5        2PZ         0.00000   0.00003  -0.00070  -0.00011  -0.00006
 6        3S          0.00078   0.00001  -0.02247  -0.00069  -0.00067
 7        3PX        -0.00034   0.00007   0.00050   0.00023   0.00018
 8        3PY         0.00034   0.00004  -0.00067  -0.00005  -0.00097
 9        3PZ        -0.00042  -0.00017   0.00012   0.00101   0.00066
10 2   W  1S          0.00011   0.00005  -0.00012   0.00026   0.00021
11        2S          0.00006  -0.00005   0.00038   0.00014   0.00011
12        3S         -0.00006  -0.00169   0.00124  -0.00068  -0.00039
13        4PX        -0.00002   0.00010   0.00017  -0.00004  -0.00006
14        4PY         0.00000  -0.00003  -0.00002   0.00001  -0.00003
15        4PZ         0.00000  -0.00015   0.00006   0.00004   0.00000
16        5PX         0.00014   0.00116  -0.00182   0.00022   0.00000
17        5PY        -0.00018   0.00031  -0.00006  -0.00005  -0.00096
18        5PZ         0.00031  -0.00086   0.00003   0.00101   0.00037
19        6PX         0.00002   0.00023  -0.00034   0.00010   0.00014
20        6PY         0.00001  -0.00009  -0.00008  -0.00003  -0.00003
21        6PZ         0.00007  -0.00154  -0.00036  -0.00001   0.00025
22        7D 0       -0.00002  -0.00002   0.00010  -0.00002  -0.00005
23        7D+1        0.00002   0.00003  -0.00008   0.00011   0.00007
24        7D-1       -0.00001  -0.00007   0.00002   0.00000  -0.00002
25        7D+2        0.00005   0.00004  -0.00016   0.00008   0.00004
26        7D-2       -0.00002   0.00003   0.00004  -0.00003  -0.00011
27        8D 0        0.00003  -0.00073  -0.00102  -0.00015   0.00030
28        8D+1       -0.00028   0.00081  -0.00006  -0.00050  -0.00043
29        8D-1        0.00011  -0.00030   0.00010   0.00003   0.00033
30        8D+2       -0.00009  -0.00025   0.00177  -0.00035  -0.00008
31        8D-2        0.00019  -0.00023  -0.00013   0.00027   0.00048
32 3   O  1S          0.00000  -0.00001   0.00020  -0.00005  -0.00006
33        2S          0.00000   0.00001   0.00015  -0.00003  -0.00004
34        2PX         0.00000   0.00001   0.00002  -0.00001  -0.00001
35        2PY         0.00001  -0.00001   0.00002   0.00001   0.00001
36        2PZ        -0.00001  -0.00003  -0.00003  -0.00001  -0.00001
37        3S          0.00003  -0.00024  -0.00072   0.00016   0.00022
38        3PX         0.00001  -0.00002   0.00000   0.00005   0.00004
39        3PY        -0.00004   0.00003  -0.00012  -0.00005  -0.00001
40        3PZ         0.00005   0.00006   0.00018   0.00002   0.00006
41 4   O  1S         -0.00001  -0.00007   0.00019   0.00023  -0.00010
42        2S         -0.00011  -0.00007   0.00015   0.00019  -0.00008
43        2PX         0.00001  -0.00003  -0.00013  -0.00017   0.00003
44        2PY        -0.00002   0.00001  -0.00001  -0.00001  -0.00006
45        2PZ         0.00000  -0.00004   0.00010  -0.00005  -0.00001
46        3S          0.00042   0.00026   0.00004  -0.00008   0.00018
47        3PX        -0.00014   0.00014   0.00060   0.00086  -0.00023
48        3PY         0.00015  -0.00005   0.00011   0.00006   0.00037
49        3PZ         0.00004   0.00023  -0.00053   0.00039   0.00004
50 5   W  1S          0.00010   0.00003   0.00019  -0.00012   0.00021
51        2S          0.00005   0.00004   0.00010   0.00040   0.00011
52        3S         -0.00020   0.00006  -0.00062   0.00220  -0.00054
53        4PX        -0.00001   0.00001  -0.00005   0.00014  -0.00006
54        4PY         0.00000  -0.00001   0.00001  -0.00002  -0.00004
55        4PZ         0.00000   0.00003  -0.00002  -0.00005   0.00000
56        5PX         0.00006   0.00001  -0.00016  -0.00197  -0.00009
57        5PY        -0.00016  -0.00009   0.00002   0.00005  -0.00089
58        5PZ        -0.00034   0.00014  -0.00084   0.00086  -0.00052
59        6PX         0.00005  -0.00059  -0.00001  -0.00039   0.00020
60        6PY        -0.00002   0.00026   0.00001   0.00003  -0.00001
61        6PZ        -0.00002  -0.00055  -0.00016   0.00023  -0.00004
62        7D 0        0.00000   0.00003   0.00005   0.00003   0.00001
63        7D+1       -0.00005   0.00000  -0.00013   0.00016  -0.00011
64        7D-1        0.00001  -0.00001   0.00001  -0.00002   0.00005
65        7D+2        0.00004  -0.00001   0.00003  -0.00012   0.00002
66        7D-2       -0.00001   0.00000  -0.00002   0.00005  -0.00008
67        8D 0       -0.00017  -0.00005  -0.00041  -0.00061  -0.00010
68        8D+1        0.00026   0.00004   0.00047  -0.00125   0.00062
69        8D-1       -0.00013  -0.00002  -0.00007  -0.00006  -0.00040
70        8D+2        0.00000   0.00004  -0.00021   0.00150   0.00004
71        8D-2        0.00012   0.00006   0.00027  -0.00015   0.00026
72 6   O  1S          0.00000   0.00000  -0.00007   0.00023  -0.00007
73        2S          0.00000   0.00000  -0.00005   0.00015  -0.00004
74        2PX         0.00000   0.00000  -0.00001   0.00003  -0.00001
75        2PY         0.00001   0.00000   0.00001   0.00002   0.00000
76        2PZ         0.00001   0.00001   0.00001   0.00002   0.00002
77        3S          0.00004   0.00001   0.00024  -0.00069   0.00024
78        3PX        -0.00001   0.00000   0.00004  -0.00008   0.00001
79        3PY        -0.00003  -0.00002  -0.00007  -0.00011   0.00001
80        3PZ        -0.00005  -0.00004  -0.00004  -0.00018  -0.00008
                         6         7         8         9        10
                      (A)--O    (A)--O    (A)--O    (A)--O    (A)--O
   EIGENVALUES --   -19.19802 -19.19706 -19.17594 -19.17586 -19.17582
 1 1   O  1S         -0.00238  -0.00326  -0.00005  -0.00004   0.00005
 2        2S          0.00011   0.00013   0.00002   0.00002  -0.00004
 3        2PX        -0.00011  -0.00006  -0.00001   0.00000  -0.00001
 4        2PY         0.00001   0.00004   0.00000   0.00000   0.00004
 5        2PZ        -0.00005   0.00017  -0.00001  -0.00001   0.00000
 6        3S         -0.00057  -0.00056  -0.00016  -0.00014   0.00023
 7        3PX         0.00098   0.00022   0.00003   0.00003  -0.00001
 8        3PY        -0.00023  -0.00024  -0.00003  -0.00003  -0.00025
 9        3PZ         0.00055  -0.00107   0.00005   0.00009  -0.00001
10 2   W  1S         -0.00005  -0.00030   0.00003   0.00001  -0.00007
11        2S         -0.00008  -0.00013   0.00001   0.00000  -0.00004
12        3S          0.00013   0.00325  -0.00015  -0.00006   0.00012
13        4PX         0.00001  -0.00009   0.00000   0.00001   0.00000
14        4PY         0.00003   0.00005   0.00000   0.00000  -0.00002
15        4PZ        -0.00002   0.00010   0.00000   0.00000   0.00001
16        5PX         0.00025  -0.00162   0.00008   0.00004  -0.00023
17        5PY         0.00061   0.00098  -0.00003  -0.00003  -0.00041
18        5PZ        -0.00056   0.00174   0.00002  -0.00005   0.00018
19        6PX         0.00007  -0.00040  -0.00009  -0.00009  -0.00002
20        6PY         0.00000  -0.00013   0.00003   0.00002   0.00013
21        6PZ         0.00000   0.00044   0.00006   0.00019   0.00002
22        7D 0        0.00005   0.00008  -0.00001   0.00000   0.00000
23        7D+1       -0.00004   0.00003   0.00001  -0.00002   0.00001
24        7D-1       -0.00001   0.00000   0.00000   0.00000   0.00000
25        7D+2       -0.00006  -0.00001   0.00001   0.00000   0.00000
26        7D-2        0.00005   0.00003   0.00000   0.00000  -0.00001
27        8D 0        0.00006  -0.00013   0.00006   0.00003  -0.00010
28        8D+1        0.00049  -0.00098  -0.00006   0.00002  -0.00013
29        8D-1       -0.00009   0.00035   0.00000   0.00003   0.00006
30        8D+2       -0.00006   0.00020  -0.00010  -0.00002   0.00011
31        8D-2       -0.00045  -0.00055   0.00006   0.00000   0.00020
32 3   O  1S          0.00003  -0.00006  -0.00019  -0.00011  -0.00013
33        2S          0.00002  -0.00003  -0.00002  -0.00001  -0.00001
34        2PX         0.00001   0.00001   0.00000   0.00000   0.00000
35        2PY        -0.00001  -0.00001   0.00000   0.00000   0.00000
36        2PZ         0.00001  -0.00001   0.00000   0.00000   0.00000
37        3S         -0.00010   0.00019   0.00007   0.00003   0.00002
38        3PX        -0.00004  -0.00006   0.00001   0.00000  -0.00001
39        3PY         0.00006   0.00005  -0.00001   0.00000  -0.00002
40        3PZ        -0.00008   0.00006   0.00001   0.00000   0.00002
41 4   O  1S          0.00011  -0.00010  -0.00007  -0.00015  -0.00011
42        2S          0.00009  -0.00009  -0.00003  -0.00006  -0.00004
43        2PX        -0.00001   0.00003   0.00000   0.00003   0.00000
44        2PY         0.00005   0.00000   0.00000   0.00000  -0.00002
45        2PZ         0.00000  -0.00002   0.00000   0.00001   0.00000
46        3S         -0.00042   0.00035   0.00013   0.00017   0.00015
47        3PX         0.00006  -0.00014  -0.00003  -0.00018   0.00000
48        3PY        -0.00029   0.00000   0.00004   0.00004   0.00012
49        3PZ        -0.00003   0.00022  -0.00003  -0.00008   0.00001
50 5   W  1S         -0.00003   0.00000  -0.00007  -0.00049  -0.00010
51        2S         -0.00008  -0.00001  -0.00004  -0.00030  -0.00006
52        3S         -0.00018   0.00009   0.00022   0.00075   0.00022
53        4PX         0.00003   0.00001  -0.00001  -0.00002  -0.00001
54        4PY         0.00002   0.00000   0.00000   0.00001  -0.00001
55        4PZ         0.00002   0.00001  -0.00001   0.00000  -0.00001
56        5PX         0.00067   0.00015  -0.00031  -0.00117  -0.00032
57        5PY         0.00043   0.00001   0.00005   0.00040  -0.00034
58        5PZ         0.00057   0.00021  -0.00025  -0.00078  -0.00012
59        6PX         0.00002   0.00013   0.00004   0.00019   0.00002
60        6PY         0.00001  -0.00003  -0.00003   0.00007   0.00010
61        6PZ        -0.00004  -0.00002   0.00014   0.00008   0.00011
62        7D 0        0.00000  -0.00002   0.00000   0.00000   0.00000
63        7D+1        0.00008   0.00001   0.00000  -0.00008  -0.00001
64        7D-1        0.00000   0.00001   0.00000   0.00003   0.00000
65        7D+2       -0.00002   0.00001  -0.00001  -0.00002  -0.00001
66        7D-2        0.00004   0.00000   0.00000   0.00005  -0.00001
67        8D 0        0.00042   0.00016  -0.00016  -0.00024  -0.00013
68        8D+1       -0.00046   0.00009   0.00006   0.00096   0.00003
69        8D-1        0.00023  -0.00001  -0.00004  -0.00015  -0.00010
70        8D+2       -0.00022  -0.00011   0.00013   0.00000   0.00012
71        8D-2       -0.00028   0.00001  -0.00004  -0.00017   0.00014
72 6   O  1S          0.00006  -0.00002  -0.00017  -0.00348  -0.00044
73        2S          0.00003  -0.00001  -0.00001  -0.00020  -0.00002
74        2PX         0.00000   0.00000   0.00000  -0.00001   0.00000
75        2PY        -0.00001   0.00000   0.00000   0.00000   0.00000
76        2PZ        -0.00002   0.00000   0.00000   0.00000   0.00000
77        3S         -0.00016   0.00007   0.00001   0.00059   0.00004
78        3PX         0.00000   0.00000  -0.00002  -0.00001  -0.00002
79        3PY         0.00004   0.00000   0.00000   0.00001  -0.00002
80        3PZ         0.00010   0.00001  -0.00002   0.00002  -0.00001
    DENSITY MATRIX.






Output text



<comment class="example.output" id="l601.orbital.closedshell">
        <module cmlx:lineCount="167" cmlx:templateRef="l601.orbital.closedshell">
           <array dataType="xsd:integer" size="10" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10</array>
           <array delimiter="|" dataType="xsd:string" size="10" dictRef="cc:occupation">|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|(A)--O|</array>
           <array dataType="xsd:double" size="10" dictRef="cc:eigenvalues">-77.32978 -19.20031 -19.1999 -19.19861 -19.19814 -19.19802 -19.19706 -19.17594 -19.17586 -19.17582</array>
           <matrix rows="80" columns="10" dataType="xsd:double" dictRef="g:orbitalcoeff">-3.0E-5 -9.3E-4 0.99516 -0.00551 -0.00336 -0.00238 -0.00326 -5.0E-5 -4.0E-5 5.0E-5 -3.3E-4 -4.0E-5 0.0309 8.0E-5 1.2E-4 1.1E-4 1.3E-4 2.0E-5 2.0E-5 -4.0E-5 1.0E-5 0.0 -5.7E-4 -1.0E-5 0.0 -1.1E-4 -6.0E-5 -1.0E-5 0.0 -1.0E-5 -1.0E-5 -1.0E-5 5.9E-4 -2.0E-5 1.2E-4 1.0E-5 4.0E-5 0.0 0.0 4.0E-5 0.0 3.0E-5 -7.0E-4 -1.1E-4 -6.0E-5 -5.0E-5 1.7E-4 -1.0E-5 -1.0E-5 0.0 7.8E-4 1.0E-5 -0.02247 -6.9E-4 -6.7E-4 -5.7E-4 -5.6E-4 -1.6E-4 -1.4E-4 2.3E-4 -3.4E-4 7.0E-5 5.0E-4 2.3E-4 1.8E-4 9.8E-4 2.2E-4 3.0E-5 3.0E-5 -1.0E-5 3.4E-4 4.0E-5 -6.7E-4 -5.0E-5 -9.7E-4 -2.3E-4 -2.4E-4 -3.0E-5 -3.0E-5 -2.5E-4 -4.2E-4 -1.7E-4 1.2E-4 0.00101 6.6E-4 5.5E-4 -0.00107 5.0E-5 9.0E-5 -1.0E-5 1.1E-4 5.0E-5 -1.2E-4 2.6E-4 2.1E-4 -5.0E-5 -3.0E-4 3.0E-5 1.0E-5 -7.0E-5 6.0E-5 -5.0E-5 3.8E-4 1.4E-4 1.1E-4 -8.0E-5 -1.3E-4 1.0E-5 0.0 -4.0E-5 -6.0E-5 -0.00169 0.00124 -6.8E-4 -3.9E-4 1.3E-4 0.00325 -1.5E-4 -6.0E-5 1.2E-4 -2.0E-5 1.0E-4 1.7E-4 -4.0E-5 -6.0E-5 1.0E-5 -9.0E-5 0.0 1.0E-5 0.0 0.0 -3.0E-5 -2.0E-5 1.0E-5 -3.0E-5 3.0E-5 5.0E-5 0.0 0.0 -2.0E-5 0.0 -1.5E-4 6.0E-5 4.0E-5 0.0 -2.0E-5 1.0E-4 0.0 0.0 1.0E-5 1.4E-4 0.00116 -0.00182 2.2E-4 0.0 2.5E-4 -0.00162 8.0E-5 4.0E-5 -2.3E-4 -1.8E-4 3.1E-4 -6.0E-5 -5.0E-5 -9.6E-4 6.1E-4 9.8E-4 -3.0E-5 -3.0E-5 -4.1E-4 3.1E-4 -8.6E-4 3.0E-5 0.00101 3.7E-4 -5.6E-4 0.00174 2.0E-5 -5.0E-5 1.8E-4 2.0E-5 2.3E-4 -3.4E-4 1.0E-4 1.4E-4 7.0E-5 -4.0E-4 -9.0E-5 -9.0E-5 -2.0E-5 1.0E-5 -9.0E-5 -8.0E-5 -3.0E-5 -3.0E-5 0.0 -1.3E-4 3.0E-5 2.0E-5 1.3E-4 7.0E-5 -0.00154 -3.6E-4 -1.0E-5 2.5E-4 0.0 4.4E-4 6.0E-5 1.9E-4 2.0E-5 -2.0E-5 -2.0E-5 1.0E-4 -2.0E-5 -5.0E-5 5.0E-5 8.0E-5 -1.0E-5 0.0 0.0 2.0E-5 3.0E-5 -8.0E-5 1.1E-4 7.0E-5 -4.0E-5 3.0E-5 1.0E-5 -2.0E-5 1.0E-5 -1.0E-5 -7.0E-5 2.0E-5 0.0 -2.0E-5 -1.0E-5 0.0 0.0 0.0 0.0 5.0E-5 4.0E-5 -1.6E-4 8.0E-5 4.0E-5 -6.0E-5 -1.0E-5 1.0E-5 0.0 0.0 -2.0E-5 3.0E-5 4.0E-5 -3.0E-5 -1.1E-4 5.0E-5 3.0E-5 0.0 0.0 -1.0E-5 3.0E-5 -7.3E-4 -0.00102 -1.5E-4 3.0E-4 6.0E-5 -1.3E-4 6.0E-5 3.0E-5 -1.0E-4 -2.8E-4 8.1E-4 -6.0E-5 -5.0E-4 -4.3E-4 4.9E-4 -9.8E-4 -6.0E-5 2.0E-5 -1.3E-4 1.1E-4 -3.0E-4 1.0E-4 3.0E-5 3.3E-4 -9.0E-5 3.5E-4 0.0 3.0E-5 6.0E-5 -9.0E-5 -2.5E-4 0.00177 -3.5E-4 -8.0E-5 -6.0E-5 2.0E-4 -1.0E-4 -2.0E-5 1.1E-4 1.9E-4 -2.3E-4 -1.3E-4 2.7E-4 4.8E-4 -4.5E-4 -5.5E-4 6.0E-5 0.0 2.0E-4 0.0 -1.0E-5 2.0E-4 -5.0E-5 -6.0E-5 3.0E-5 -6.0E-5 -1.9E-4 -1.1E-4 -1.3E-4 0.0 1.0E-5 1.5E-4 -3.0E-5 -4.0E-5 2.0E-5 -3.0E-5 -2.0E-5 -1.0E-5 -1.0E-5 0.0 1.0E-5 2.0E-5 -1.0E-5 -1.0E-5 1.0E-5 1.0E-5 0.0 0.0 0.0 1.0E-5 -1.0E-5 2.0E-5 1.0E-5 1.0E-5 -1.0E-5 -1.0E-5 0.0 0.0 0.0 -1.0E-5 -3.0E-5 -3.0E-5 -1.0E-5 -1.0E-5 1.0E-5 -1.0E-5 0.0 0.0 0.0 3.0E-5 -2.4E-4 -7.2E-4 1.6E-4 2.2E-4 -1.0E-4 1.9E-4 7.0E-5 3.0E-5 2.0E-5 1.0E-5 -2.0E-5 0.0 5.0E-5 4.0E-5 -4.0E-5 -6.0E-5 1.0E-5 0.0 -1.0E-5 -4.0E-5 3.0E-5 -1.2E-4 -5.0E-5 -1.0E-5 6.0E-5 5.0E-5 -1.0E-5 0.0 -2.0E-5 5.0E-5 6.0E-5 1.8E-4 2.0E-5 6.0E-5 -8.0E-5 6.0E-5 1.0E-5 0.0 2.0E-5 -1.0E-5 -7.0E-5 1.9E-4 2.3E-4 -1.0E-4 1.1E-4 -1.0E-4 -7.0E-5 -1.5E-4 -1.1E-4 -1.1E-4 -7.0E-5 1.5E-4 1.9E-4 -8.0E-5 9.0E-5 -9.0E-5 -3.0E-5 -6.0E-5 -4.0E-5 1.0E-5 -3.0E-5 -1.3E-4 -1.7E-4 3.0E-5 -1.0E-5 3.0E-5 0.0 3.0E-5 0.0 -2.0E-5 1.0E-5 -1.0E-5 -1.0E-5 -6.0E-5 5.0E-5 0.0 0.0 0.0 -2.0E-5 0.0 -4.0E-5 1.0E-4 -5.0E-5 -1.0E-5 0.0 -2.0E-5 0.0 1.0E-5 0.0 4.2E-4 2.6E-4 4.0E-5 -8.0E-5 1.8E-4 -4.2E-4 3.5E-4 1.3E-4 1.7E-4 1.5E-4 -1.4E-4 1.4E-4 6.0E-4 8.6E-4 -2.3E-4 6.0E-5 -1.4E-4 -3.0E-5 -1.8E-4 0.0 1.5E-4 -5.0E-5 1.1E-4 6.0E-5 3.7E-4 -2.9E-4 0.0 4.0E-5 4.0E-5 1.2E-4 4.0E-5 2.3E-4 -5.3E-4 3.9E-4 4.0E-5 -3.0E-5 2.2E-4 -3.0E-5 -8.0E-5 1.0E-5 1.0E-4 3.0E-5 1.9E-4 -1.2E-4 2.1E-4 -3.0E-5 0.0 -7.0E-5 -4.9E-4 -1.0E-4 5.0E-5 4.0E-5 1.0E-4 4.0E-4 1.1E-4 -8.0E-5 -1.0E-5 -4.0E-5 -3.0E-4 -6.0E-5 -2.0E-4 6.0E-5 -6.2E-4 0.0022 -5.4E-4 -1.8E-4 9.0E-5 2.2E-4 7.5E-4 2.2E-4 -1.0E-5 1.0E-5 -5.0E-5 1.4E-4 -6.0E-5 3.0E-5 1.0E-5 -1.0E-5 -2.0E-5 -1.0E-5 0.0 -1.0E-5 1.0E-5 -2.0E-5 -4.0E-5 2.0E-5 0.0 0.0 1.0E-5 -1.0E-5 0.0 3.0E-5 -2.0E-5 -5.0E-5 0.0 2.0E-5 1.0E-5 -1.0E-5 0.0 -1.0E-5 6.0E-5 1.0E-5 -1.6E-4 -0.00197 -9.0E-5 6.7E-4 1.5E-4 -3.1E-4 -0.00117 -3.2E-4 -1.6E-4 -9.0E-5 2.0E-5 5.0E-5 -8.9E-4 4.3E-4 1.0E-5 5.0E-5 4.0E-4 -3.4E-4 -3.4E-4 1.4E-4 -8.4E-4 8.6E-4 -5.2E-4 5.7E-4 2.1E-4 -2.5E-4 -7.8E-4 -1.2E-4 5.0E-5 -5.9E-4 -1.0E-5 -3.9E-4 2.0E-4 2.0E-5 1.3E-4 4.0E-5 1.9E-4 2.0E-5 -2.0E-5 2.6E-4 1.0E-5 3.0E-5 -1.0E-5 1.0E-5 -3.0E-5 -3.0E-5 7.0E-5 1.0E-4 -2.0E-5 -5.5E-4 -1.6E-4 2.3E-4 -4.0E-5 -4.0E-5 -2.0E-5 1.4E-4 8.0E-5 1.1E-4 0.0 3.0E-5 5.0E-5 3.0E-5 1.0E-5 0.0 -2.0E-5 0.0 0.0 0.0 -5.0E-5 0.0 -1.3E-4 1.6E-4 -1.1E-4 8.0E-5 1.0E-5 0.0 -8.0E-5 -1.0E-5 1.0E-5 -1.0E-5 1.0E-5 -2.0E-5 5.0E-5 0.0 1.0E-5 0.0 3.0E-5 0.0 4.0E-5 -1.0E-5 3.0E-5 -1.2E-4 2.0E-5 -2.0E-5 1.0E-5 -1.0E-5 -2.0E-5 -1.0E-5 -1.0E-5 0.0 -2.0E-5 5.0E-5 -8.0E-5 4.0E-5 0.0 0.0 5.0E-5 -1.0E-5 -1.7E-4 -5.0E-5 -4.1E-4 -6.1E-4 -1.0E-4 4.2E-4 1.6E-4 -1.6E-4 -2.4E-4 -1.3E-4 2.6E-4 4.0E-5 4.7E-4 -0.00125 6.2E-4 -4.6E-4 9.0E-5 6.0E-5 9.6E-4 3.0E-5 -1.3E-4 -2.0E-5 -7.0E-5 -6.0E-5 -4.0E-4 2.3E-4 -1.0E-5 -4.0E-5 -1.5E-4 -1.0E-4 0.0 4.0E-5 -2.1E-4 0.0015 4.0E-5 -2.2E-4 -1.1E-4 1.3E-4 0.0 1.2E-4 1.2E-4 6.0E-5 2.7E-4 -1.5E-4 2.6E-4 -2.8E-4 1.0E-5 -4.0E-5 -1.7E-4 1.4E-4 0.0 0.0 -7.0E-5 2.3E-4 -7.0E-5 6.0E-5 -2.0E-5 -1.7E-4 -0.00348 -4.4E-4 0.0 0.0 -5.0E-5 1.5E-4 -4.0E-5 3.0E-5 -1.0E-5 -1.0E-5 -2.0E-4 -2.0E-5 0.0 0.0 -1.0E-5 3.0E-5 -1.0E-5 0.0 0.0 0.0 -1.0E-5 0.0 1.0E-5 0.0 1.0E-5 2.0E-5 0.0 -1.0E-5 0.0 0.0 0.0 0.0 1.0E-5 1.0E-5 1.0E-5 2.0E-5 2.0E-5 -2.0E-5 0.0 0.0 0.0 0.0 4.0E-5 1.0E-5 2.4E-4 -6.9E-4 2.4E-4 -1.6E-4 7.0E-5 1.0E-5 5.9E-4 4.0E-5 -1.0E-5 0.0 4.0E-5 -8.0E-5 1.0E-5 0.0 0.0 -2.0E-5 -1.0E-5 -2.0E-5 -3.0E-5 -2.0E-5 -7.0E-5 -1.1E-4 1.0E-5 4.0E-5 0.0 0.0 1.0E-5 -2.0E-5 -5.0E-5 -4.0E-5 -4.0E-5 -1.8E-4 -8.0E-5 1.0E-4 1.0E-5 -2.0E-5 2.0E-5 -1.0E-5</matrix>
           <list dictRef="x:label">
            <scalar dataType="xsd:string" dictRef="x:label">1   O  1S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2   W  1S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">4PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">4PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">4PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">5PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">5PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">5PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">6PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">6PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">6PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D 0</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D+1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D-1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D+2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D-2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D 0</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D+1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D-1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D+2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D-2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3   O  1S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">4   O  1S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">5   W  1S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">4PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">4PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">4PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">5PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">5PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">5PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">6PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">6PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">6PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D 0</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D+1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D-1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D+2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">7D-2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D 0</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D+1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D-1</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D+2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">8D-2</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">6   O  1S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">2PZ</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3S</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PX</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PY</scalar>
            <scalar dataType="xsd:string" dictRef="x:label">3PZ</scalar>
           </list>
        </module>
    </comment>






Template definition



<record repeat="1" />
<templateList>  <template id="coeff" pattern="\s{20,}\d+.*" endPattern=".*$\s{20,}\d+.*" endPattern2="~" endOffset="1" repeat="*">    <record id="serial">{1_5I,cc:serial}</record>    <record id="occupation">{1_5A,cc:occupation}</record>    <record id="eigenvalues">\s+.*\-\-{1_5F,cc:eigenvalues}</record>    <record id="row" repeat="*">{I,cc:serial}{X,x:label}\s{7,}{1_5F,x:floatArr}</record>
        </template>
    </templateList>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:serial']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:occupation']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:eigenvalues']" />
<transform process="addAttribute" xpath=".//cml:array[@dictRef='x:floatArr']" name="cmlx:idx" value="$string(../cml:scalar[@dictRef='cc:serial'])" />
<transform process="joinArrays" xpath=".//cml:array" key="$string(@cmlx:idx)" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='x:floatArr']" dictRef="g:orbitalcoeff" />
<transform process="pullup" repeat="2" xpath=".//cml:array" />
<transform process="pullup" repeat="3" xpath=".//cml:matrix" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="delete" xpath="(.//cml:module[@cmlx:templateRef='coeff'])[position() > 1]" />
<transform process="addChild" xpath="." elementName="cml:list" dictRef="x:label" />
<transform process="move" to=".//cml:list[@dictRef='x:label']" xpath=".//cml:scalar[@dictRef='x:label']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.condensed



	name

	condensed



	repeat

	*



	pattern

	\s*Condensed to atoms \(all electrons\):\s*$\s*\d+.*



	endPattern

	\s+\d+\s+.*$\s*Mulliken.*



	endOffset

	1



	xml:base

	l601/l601.condensed.xml







Input



         Condensed to atoms (all electrons):
             1          2          3          4          5          6
    1  Al  14.341573   1.088430  -0.115514   0.086239   0.001826  -0.044783
    2  Al   1.088430  15.950581   1.088430  -1.998837  -0.951234   0.003015
    3  Al  -0.115514   1.088430  14.341573  -1.047630  -2.006583   0.088051
    4  Al   0.086239  -1.998837  -1.047630  14.338383   1.085225  -0.113240
    5  Al   0.001826  -0.951234  -2.006583   1.085225  15.968706   1.085225
    6  Al  -0.044783   0.003015   0.088051  -0.113240   1.085225  14.338383
    7  Al   0.009797   0.191563   0.506288   0.088051  -2.006583  -1.047630
    8  Al   0.191563   0.182316   0.191563   0.003015  -0.951234  -1.998837
    9  Al   0.506288   0.191563   0.009797  -0.044783   0.001826   0.086239
   10  Al   0.088051   0.003015  -0.044783   0.009829   0.191823   0.506439
   11  Al  -2.006583  -0.951234   0.001826   0.191823   0.182861   0.191823
   12  Al  -1.047630  -1.998837   0.086239   0.506439   0.191823   0.009829
             7          8          9         10         11         12
    1  Al   0.009797   0.191563   0.506288   0.088051  -2.006583  -1.047630
    2  Al   0.191563   0.182316   0.191563   0.003015  -0.951234  -1.998837
    3  Al   0.506288   0.191563   0.009797  -0.044783   0.001826   0.086239
    4  Al   0.088051   0.003015  -0.044783   0.009829   0.191823   0.506439
    5  Al  -2.006583  -0.951234   0.001826   0.191823   0.182861   0.191823
    6  Al  -1.047630  -1.998837   0.086239   0.506439   0.191823   0.009829
    7  Al  14.341573   1.088430  -0.115514   0.086239   0.001826  -0.044783
    8  Al   1.088430  15.950581   1.088430  -1.998837  -0.951234   0.003015
    9  Al  -0.115514   1.088430  14.341573  -1.047630  -2.006583   0.088051
   10  Al   0.086239  -1.998837  -1.047630  14.338383   1.085225  -0.113240
   11  Al   0.001826  -0.951234  -2.006583   1.085225  15.968706   1.085225
   12  Al  -0.044783   0.003015   0.088051  -0.113240   1.085225  14.338383
Mulliken atomic charges:






Output text



<comment class="example.output" id="l601.condensed">
    <module cmlx:templateRef="l601.condensed">
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">14.341573 1.08843 -0.115514 0.086239 0.001826 -0.044783 0.009797 0.191563 0.506288 0.088051 -2.006583 -1.04763</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">1.08843 15.950581 1.08843 -1.998837 -0.951234 0.003015 0.191563 0.182316 0.191563 0.003015 -0.951234 -1.998837</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">-0.115514 1.08843 14.341573 -1.04763 -2.006583 0.088051 0.506288 0.191563 0.009797 -0.044783 0.001826 0.086239</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">0.086239 -1.998837 -1.04763 14.338383 1.085225 -0.11324 0.088051 0.003015 -0.044783 0.009829 0.191823 0.506439</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">0.001826 -0.951234 -2.006583 1.085225 15.968706 1.085225 -2.006583 -0.951234 0.001826 0.191823 0.182861 0.191823</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">-0.044783 0.003015 0.088051 -0.11324 1.085225 14.338383 -1.04763 -1.998837 0.086239 0.506439 0.191823 0.009829</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">0.009797 0.191563 0.506288 0.088051 -2.006583 -1.04763 14.341573 1.08843 -0.115514 0.086239 0.001826 -0.044783</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">0.191563 0.182316 0.191563 0.003015 -0.951234 -1.998837 1.08843 15.950581 1.08843 -1.998837 -0.951234 0.003015</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">0.506288 0.191563 0.009797 -0.044783 0.001826 0.086239 -0.115514 1.08843 14.341573 -1.04763 -2.006583 0.088051</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">0.088051 0.003015 -0.044783 0.009829 0.191823 0.506439 0.086239 -1.998837 -1.04763 14.338383 1.085225 -0.11324</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">-2.006583 -0.951234 0.001826 0.191823 0.182861 0.191823 0.001826 -0.951234 -2.006583 1.085225 15.968706 1.085225</array>
      <array dataType="xsd:double" size="12" dictRef="x:floatArr">-1.04763 -1.998837 0.086239 0.506439 0.191823 0.009829 -0.044783 0.003015 0.088051 -0.11324 1.085225 14.338383</array>
    </module>
  </comment>






Template definition



<record />
<templateList>  <template id="cond" repeat="*" pattern="\s*\d+\s+\d+.*" endPattern=".*$\s{7}.*" endPattern2="~" endOffset="1">    <record id="serial">{1_6I,x:intarr}</record>    <record repeat="*" id="row">{I,cc:serial}{A,cc:elementType}{1_6F,x:floatArr}</record>
     </template>
  </templateList>
<transform process="addAttribute" xpath=".//cml:array[@dictRef='x:floatArr']" name="cmlx:idx" value="$string(../cml:scalar[@dictRef='cc:serial'])" />
<transform process="joinArrays" xpath=".//cml:array" key="$string(@cmlx:idx)" />
<transform process="delete" xpath=".//cml:array[@dictRef='x:intarr']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:array[@dictRef='x:intarr']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='cond' or @cmlx:templateRef='cond1']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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mulliken



	l601.mullikenspin








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	mulliken



	name

	mulliken



	repeat

	*



	newline

	$



	pattern

	\s*Mulliken\s*([Aa]tomic)?\s*charges:\s*



	endPattern

	\s*Charge=.*



	endOffset

	1



	xml:base

	l601/l601.mulliken.xml







Input



Mulliken atomic charges:
             1
    1  C   -0.619218
    2  H    0.154804
    3  H    0.154804
    4  H    0.154804
    5  H    0.154804
Sum of Mulliken charges=   0.00000
Atomic charges with hydrogens summed into heavy atoms:
             1
    1  C    0.000000
    2  H    0.000000
    3  H    0.000000
    4  H    0.000000
    5  H    0.000000
Sum of Mulliken charges=   0.00000
Electronic spatial extent (au):  <R**2>=    36.2154
Charge=     0.0000 electrons






Output text



<comment class="example.output" id="l601.mulliken">
    <module cmlx:templateRef="mulliken">
      <module cmlx:lineCount="8" cmlx:templateRef="l601.mullik">
        <scalar dataType="xsd:string" dictRef="g:title">Mulliken atomic charges:</scalar>
        <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
        <list cmlx:lineCount="5" cmlx:templateRef="row">
          <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 3 4 5</array>
          <array dataType="xsd:string" dictRef="cc:elementType" size="5">C H H H H</array>
          <array dataType="xsd:double" dictRef="x:charge" size="5">-0.619218 0.154804 0.154804 0.154804 0.154804</array>
        </list>
        <scalar dataType="xsd:string" dictRef="x:type">Mulliken</scalar>
        <scalar dataType="xsd:double" dictRef="x:chargesum">0.0</scalar>
      </module>
      <module cmlx:lineCount="8" cmlx:templateRef="l601.mullik">
        <scalar dataType="xsd:string" dictRef="g:title">Atomic charges with hydrogens summed into heavy atoms:</scalar>
        <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
        <list cmlx:lineCount="5" cmlx:templateRef="row">
          <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 3 4 5</array>
          <array dataType="xsd:string" dictRef="cc:elementType" size="5">C H H H H</array>
          <array dataType="xsd:double" dictRef="x:charge" size="5">0.0 0.0 0.0 0.0 0.0</array>
        </list>
        <scalar dataType="xsd:string" dictRef="x:type">Mulliken</scalar>
        <scalar dataType="xsd:double" dictRef="x:chargesum">0.0</scalar>
      </module>
      <scalar dataType="xsd:double" dictRef="g:electextent2">36.2154</scalar>
      <scalar dataType="xsd:double" dictRef="g:charge">0.0</scalar>
    </module>
  </comment>






Template definition



<templateList>  <template id="l601.mullik" repeat="*" pattern=".*[Aa]tomic\scharges.*|\s*Mulliken\scharges.*|\s+Atomic\scharges\swith\shydrogens\ssummed.*|\s+APT\satomic\scharges.*|\s+Mulliken\scharges\swith\shydrogens.*" endPattern="\s*Sum of.*" endOffset="1">    <record id="title">{X,g:title}</record>    <record id="serial">{I,cc:serial}</record>    <record id="row" makeArray="true" repeat="*">{I,cc:serial}{A,cc:elementType}{F,x:charge}</record>    <record id="sum">\s+Sum\sof.*={F,x:chargesum}</record>
    </template>  <template id="l601.spatial" pattern="\s*Electronic spatial extent.*" repeat="*" endPattern=".*" endOffset="0">    <record id="l601.elect">\s*Electronic spatial extent.*={F,g:electextent2}\s*</record>
    </template>  <template id="l601.charge" pattern="\s*Charge\s*=.*" repeat="*" endPattern=".*" endOffset="0">    <record id="l601.charge">\s*Charge=\s*{F,g:charge}\s*electrons\s*</record>
    </template>  <template pattern="\s*" endPattern=".*">    <record repeat="1" />
    </template>  <xi:include href="l601.mullikenspin.xml" />
  </templateList>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:list/cml:scalar" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='l601.spatial']/cml:scalar" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='l601.charge']/cml:scalar" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='l601.spatial']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='l601.charge']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l601.mullikenspin


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.mullikenspin



	name

	l601.mullikenspin



	pattern

	\s+Mulliken\satomic\sspin\sdensities:.*



	endPattern

	\s+Sum\sof\sMulliken.*



	endOffset

	1



	repeat

	*



	xml:base

	l601.mullikenspin.xml







Input



Mulliken atomic spin densities:
             1
    1  C    0.002225
    2  C    0.003585
    3  C   -0.055895
    4  C    0.952100
    5  C   -0.074048
    6  C    0.005545
    7  H   -0.000392
    8  H   -0.000302
    9  H    0.059828
   10  H   -0.043572
   11  H    0.027173
   12  H    0.001472
   13  H   -0.000191
   14  H    0.053241
   15  H    0.000353
   16  H   -0.001111
   17  O    0.059815
   18  H    0.010174
Sum of Mulliken spin densities=   1.00000






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<record repeat="1" />
<record repeat="1" />
<record id="row" makeArray="true" repeat="*">{I,cc:serial}{A,cc:elementType}{F,x:charge}</record>
<record id="sum">\s*Sum\sof\sMulliken.*={F,x:density.sum}</record>
<transform process="pullup" xpath="./cml:list/cml:array" repeat="1" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    multipole
    

    

   


  

    
      
          
            
  
multipole


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	multipole



	name

	multipole



	repeat

	*



	pattern

	\s*Dipole moment.*



	endPattern

	(\s*N\-N=.*)



	endOffset

	1



	xml:base

	l601/l601.multipole.xml







Input



Dipole moment (field-independent basis, Debye):
   X=     0.0000    Y=     0.0000    Z=     0.0000  Tot=     0.0000
Quadrupole moment (field-independent basis, Debye-Ang):
  XX=    -8.3036   YY=    -8.3036   ZZ=    -8.3036
  XY=     0.0000   XZ=     0.0000   YZ=     0.0000
Traceless Quadrupole moment (field-independent basis, Debye-Ang):
  XX=     0.0000   YY=     0.0000   ZZ=     0.0000
  XY=     0.0000   XZ=     0.0000   YZ=     0.0000
Octapole moment (field-independent basis, Debye-Ang**2):
 XXX=     0.0000  YYY=     0.0000  ZZZ=     0.0000  XYY=     0.0000
 XXY=     0.0000  XXZ=     0.0000  XZZ=     0.0000  YZZ=     0.0000
 YYZ=     0.0000  XYZ=    -0.7195
Hexadecapole moment (field-independent basis, Debye-Ang**3):
XXXX=   -16.2252 YYYY=   -16.2252 ZZZZ=   -16.2252 XXXY=     0.0000
XXXZ=     0.0000 YYYX=     0.0000 YYYZ=     0.0000 ZZZX=     0.0000
ZZZY=     0.0000 XXYY=    -4.9297 XXZZ=    -4.9297 YYZZ=    -4.9297
XXYZ=     0.0000 YYXZ=     0.0000 ZZXY=     0.0000
 N-N= 1.339525332293D+01 E-N=-1.198300348205D+02  KE= 4.007106437468D+01






Output text



<comment class="example.output" id="l601.multipole">
    <module cmlx:templateRef="multipole">
      <array dataType="xsd:double" size="3" dictRef="cc:dipole">0.0 0.0 0.0</array>
      <scalar dataType="xsd:double" dictRef="x:dipole">0.0</scalar>
      <array dataType="xsd:double" size="3" dictRef="cc:quadrupole">-8.3036 -8.3036 -8.3036</array>
      <array dataType="xsd:double" size="3" dictRef="cc:quadrupole">0.0 0.0 0.0</array>
      <array dataType="xsd:double" size="6" dictRef="cc:quadrupole">0.0 0.0 0.0 0.0 0.0 0.0</array>
      <array dataType="xsd:double" size="10" dictRef="cc:octapole">0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.7195</array>
      <array dataType="xsd:double" size="15" dictRef="cc:hexadecapole">-16.2252 -16.2252 -16.2252 0.0 0.0 0.0 0.0 0.0 0.0 -4.9297 -4.9297 -4.9297 0.0 0.0 0.0</array>
    </module>
 </comment>






Template definition



<record id="dipoletype">\s*Dipole moment \({X,g:dipoletype}\):\s*</record>
<record id="dipole">\s*X={F,x:d}Y={F,x:d}Z={F,x:d}Tot={F,x:dipole}\s*</record>
<record id="quadrupoletype">\s*Quadrupole moment \({X,g:quadpoletype}\):\s*</record>
<record id="quadrupol">\s*XX={F,x:q}YY={F,x:q}ZZ={F,x:q}\s*</record>
<record id="xy">\s*XY={F,x:qb}XZ={F,x:qb}YZ={F,x:qb}\s*</record>
<record id="quadrupoletypea">\s*Traceless Quadrupole moment \({X,g:quadpoletype}\):\s*</record>
<record id="xx">\s*XX={F,x:qq}YY={F,x:qq}ZZ={F,x:qq}\s*</record>
<record id="xya">\s*XY={F,x:qq}XZ={F,x:qq}YZ={F,x:qq}\s*</record>
<record id="octapoletype">\s*Octapole moment \({X,g:octapoletype}\):\s*</record>
<record id="xxx">\s*XXX={F,x:o}YYY={F,x:o}ZZZ={F,x:o}XYY={F,x:o}\s*</record>
<record id="xxy">\s*XXY={F,x:o}XXZ={F,x:o}XZZ={F,x:o}YZZ={F,x:o}\s*</record>
<record id="yyz">\s*YYZ={F,x:o}XYZ={F,x:o}\s*</record>
<record id="hexadecapoletype">\s*Hexadecapole moment \({X,g:hexadecapoletype}\):\s*</record>
<record id="xxxx">\s*XXXX={F,x:h}YYYY={F,x:h}ZZZZ={F,x:h}XXXY={F,x:h}\s*</record>
<record id="xxxz">\s*XXXZ={F,x:h}YYYX={F,x:h}YYYZ={F,x:h}ZZZX={F,x:h}\s*</record>
<record id="zzzy">\s*ZZZY={F,x:h}XXYY={F,x:h}XXZZ={F,x:h}YYZZ={F,x:h}\s*</record>
<record id="xxyz">\s*XXYZ={F,x:h}YYXZ={F,x:h}ZZXY={F,x:h}\s*</record>
<record repeat="*" id="xzz" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:d']" dictRef="cc:dipole" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:q']" dictRef="cc:quadrupole" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:qb']" dictRef="cc:quadrupole" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:qq']" dictRef="cc:quadrupole" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:o']" dictRef="cc:octapole" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:h']" dictRef="cc:hexadecapole" />
<transform process="delete" xpath=".//cml:scalar[contains(@dictRef,'type')]" />
<transform process="pullup" xpath=".//cml:scalar | .//cml:array" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l601.state


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.state



	name

	Electronic state



	repeat

	*



	pattern

	\s*The electronic state.*



	endPattern

	.*



	endPattern2

	~



	endOffset

	0



	keep

	first



	xml:base

	l601/l601.state.xml







Input



The electronic state of the initial guess is 1-A.






Input



The electronic state is 1-A.






Output text



<comment class="example.output" id="l601.state">
    <module cmlx:templateRef="l601.state">
      <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
    </module>
  </comment>






Output text



<comment class="example.output" id="l601.state1">
    <module cmlx:templateRef="l601.state">
      <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
    </module>
  </comment>






Template definition



<record id="l601.state">\s*The electronic state\s*.*\s*is{A,g:l601.state}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l601.grossorbpop


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.grossorbpop



	name

	l601.grossorbpop



	pattern

	\s*Gross\sorbital\spopulations:\.*



	endPattern

	.*\d\s*$\s*[A-Za-z].*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	keep

	last



	xml:base

	l601/l601.gross.orbital.pop.xml







Input



    Gross orbital populations:
                          1
  1 1   Cl 1S          1.99863
  2        2S          1.98689
  3        2PX         1.98804
  4        2PY         1.99106
  5        2PZ         1.99158
  6        3S          1.48016
  7        3PX         1.03096
  8        3PY         1.28678
  9        3PZ         1.28033
 10        4S          0.50076
 11        4PX         0.25858
 12        4PY         0.50140
 13        4PZ         0.59111
 14        5XX         0.01144
 15        5YY        -0.01781
 16        5ZZ        -0.01884
 17        5XY         0.01094
 18        5XZ         0.00632
 19        5YZ         0.00116
 20 2   O  1S          1.99266
 21        2S          0.92920
 22        2PX         1.14160
 23        2PY         0.78822
 24        2PZ         0.87786
 25        3S          1.08940
 26        3PX         0.66252
 27        3PY         0.33483
 28        3PZ         0.53641
 29        4XX        -0.01749
 30        4YY         0.01442
 31        4ZZ        -0.01123
 32        4XY         0.00842
 33        4XZ         0.00044
 34        4YZ         0.01066
 35 3   O  1S          1.99266
 36        2S          0.92990
 37        2PX         0.82134
 38        2PY         1.11800
 39        2PZ         0.86638
 40        3S          1.10027
 41        3PX         0.36813
 42        3PY         0.61920
 43        3PZ         0.53463
 44        4XX         0.01027
 45        4YY        -0.01545
 46        4ZZ        -0.01181
 47        4XY         0.01026
 48        4XZ         0.00988
 49        4YZ         0.00135
 50 4   O  1S          1.99267
 51        2S          0.92946
 52        2PX         0.92738
 53        2PY         1.00479
 54        2PZ         0.87388
 55        3S          1.08622
 56        3PX         0.46207
 57        3PY         0.54293
 58        3PZ         0.53610
 59        4XX        -0.00041
 60        4YY        -0.00725
 61        4ZZ        -0.01098
 62        4XY         0.01296
 63        4XZ         0.00688
 64        4YZ         0.00413
 65 5   O  1S          1.99267
 66        2S          0.92982
 67        2PX         1.14995
 68        2PY         0.78247
 69        2PZ         0.87297
 70        3S          1.08718
 71        3PX         0.66828
 72        3PY         0.33249
 73        3PZ         0.53420
 74        4XX        -0.01777
 75        4YY         0.01548
 76        4ZZ        -0.01099
 77        4XY         0.00767
 78        4XZ         0.00046
 79        4YZ         0.01059
 80 6   N  1S          1.99178
 81        2S          0.81555
 82        2PX         0.81868
 83        2PY         0.81368
 84        2PZ         0.77123
 85        3S          0.65227
 86        3PX         0.16609
 87        3PY         0.12936
 88        3PZ         0.43105
 89        4XX         0.01685
 90        4YY         0.01832
 91        4ZZ        -0.02610
 92        4XY         0.05472
 93        4XZ         0.01863
 94        4YZ         0.02273
 95 7   N  1S          1.99178
 96        2S          0.81662
 97        2PX         0.83148
 98        2PY         0.80354
 99        2PZ         0.76732
100        3S          0.65139
101        3PX         0.21709
102        3PY         0.09004
103        3PZ         0.43161
104        4XX         0.01764
105        4YY         0.02339
106        4ZZ        -0.02583
107        4XY         0.04781
108        4XZ         0.01268
109        4YZ         0.02848
110 8   C  1S          1.99165
111        2S          0.71822
112        2PX         0.72169
113        2PY         0.73463
114        2PZ         0.65230
115        3S          0.41443
116        3PX         0.01701
117        3PY        -0.01051
118        3PZ         0.40202
119        4XX         0.00443
120        4YY         0.00391
121        4ZZ        -0.02295
122        4XY         0.01820
123        4XZ         0.00617
124        4YZ         0.00654
125 9   C  1S          1.99165
126        2S          0.72017
127        2PX         0.68540
128        2PY         0.77698
129        2PZ         0.63998
130        3S          0.41123
131        3PX         0.02123
132        3PY         0.00277
133        3PZ         0.40457
134        4XX         0.00830
135        4YY         0.00223
136        4ZZ        -0.02267
137        4XY         0.01609
138        4XZ         0.00620
139        4YZ         0.00633
140 10  C  1S          1.99180
141        2S          0.71505
142        2PX         0.74770
143        2PY         0.79070
144        2PZ         0.54190
145        3S          0.54461
146        3PX         0.27547
147        3PY         0.21221
148        3PZ         0.36502
149        4XX         0.00122
150        4YY         0.01165
151        4ZZ        -0.02302
152        4XY         0.01005
153        4XZ         0.00667
154        4YZ         0.00249
155 11  C  1S          1.99180
156        2S          0.72181
157        2PX         0.66503
158        2PY         0.76117
159        2PZ         0.59344
160        3S          0.49133
161        3PX         0.18985
162        3PY         0.27713
163        3PZ         0.40571
164        4XX         0.01054
165        4YY         0.00469
166        4ZZ        -0.02345
167        4XY         0.01430
168        4XZ         0.00788
169        4YZ         0.00722
170 12  C  1S          1.99177
171        2S          0.71683
172        2PX         0.77359
173        2PY         0.75921
174        2PZ         0.54025
175        3S          0.52944
176        3PX         0.20241
177        3PY         0.24260
178        3PZ         0.37652
179        4XX         0.00573
180        4YY         0.00515
181        4ZZ        -0.02281
182        4XY         0.01186
183        4XZ         0.00378
184        4YZ         0.00485
185 13  C  1S          1.99173
186        2S          0.71138
187        2PX         0.74681
188        2PY         0.75997
189        2PZ         0.57869
190        3S          0.54471
191        3PX         0.14154
192        3PY         0.26795
193        3PZ         0.40312
194        4XX        -0.00082
195        4YY         0.01342
196        4ZZ        -0.02307
197        4XY         0.01086
198        4XZ         0.00503
199        4YZ         0.00226
200 14  H  1S          0.50871
201        2S          0.25231
202 15  H  1S          0.51895
203        2S          0.27236
204 16  H  1S          0.52225
205        2S          0.28189
         Condensed to atoms (all electrons):






Input



    Gross orbital populations:
                        TOTAL     ALPHA     BETA      SPIN
  1 1   C  1S          1.99219   0.99610   0.99610   0.00000
  2        2S          0.68297   0.34147   0.34150  -0.00003
  3        2PX         0.68503   0.34292   0.34211   0.00082
  4        2PY         0.68528   0.34242   0.34287  -0.00045
  5        2PZ         0.71800   0.35904   0.35896   0.00008
  6        3S          0.58343   0.29168   0.29175  -0.00008
  7        3PX         0.25325   0.12701   0.12623   0.00078
  8        3PY         0.27660   0.13814   0.13846  -0.00031
  9        3PZ         0.31787   0.15892   0.15895  -0.00002
 10        4XX        -0.00425  -0.00210  -0.00214   0.00004
 11        4YY        -0.00752  -0.00378  -0.00375  -0.00003
 12        4ZZ        -0.00957  -0.00479  -0.00478  -0.00002
 13        4XY         0.00774   0.00387   0.00387   0.00000
 14        4XZ         0.00634   0.00317   0.00317   0.00000
 15        4YZ         0.00952   0.00480   0.00472   0.00007
 16 2   C  1S          1.99224   0.99613   0.99612   0.00001
 17        2S          0.68731   0.34407   0.34324   0.00082
 18        2PX         0.69576   0.34843   0.34733   0.00109
 19        2PY         0.69718   0.34923   0.34795   0.00128
 20        2PZ         0.71906   0.35985   0.35920   0.00065
 21        3S          0.56950   0.28458   0.28492  -0.00034
 22        3PX         0.24890   0.12360   0.12530  -0.00170
 23        3PY         0.27085   0.13564   0.13521   0.00043
 24        3PZ         0.32013   0.16007   0.16006   0.00001
 25        4XX        -0.00480  -0.00245  -0.00235  -0.00010
 26        4YY        -0.00619  -0.00304  -0.00315   0.00011
 27        4ZZ        -0.00959  -0.00482  -0.00477  -0.00005
 28        4XY         0.00777   0.00387   0.00390  -0.00003
 29        4XZ         0.00675   0.00340   0.00334   0.00006
 30        4YZ         0.00853   0.00421   0.00432  -0.00011
 31 3   C  1S          1.99247   0.99623   0.99624  -0.00001
 32        2S          0.70345   0.34880   0.35466  -0.00586
 33        2PX         0.66842   0.33118   0.33724  -0.00606
 34        2PY         0.78421   0.38715   0.39706  -0.00992
 35        2PZ         0.67006   0.32695   0.34311  -0.01616
 36        3S          0.43072   0.20794   0.22277  -0.01483
 37        3PX         0.20605   0.10514   0.10091   0.00423
 38        3PY         0.18422   0.08664   0.09759  -0.01095
 39        3PZ         0.19079   0.09284   0.09795  -0.00510
 40        4XX        -0.00504  -0.00237  -0.00267   0.00030
 41        4YY         0.00172   0.00081   0.00090  -0.00009
 42        4ZZ        -0.00463  -0.00194  -0.00269   0.00075
 43        4XY         0.01706   0.00856   0.00849   0.00007
 44        4XZ         0.02053   0.01350   0.00703   0.00647
 45        4YZ         0.01130   0.00723   0.00406   0.00317
 46 4   C  1S          1.99190   0.99586   0.99604  -0.00017
 47        2S          0.70780   0.36473   0.34307   0.02166
 48        2PX         0.72191   0.37897   0.34294   0.03603
 49        2PY         0.75572   0.38542   0.37030   0.01513
 50        2PZ         0.59998   0.53415   0.06583   0.46832
 51        3S          0.49460   0.28197   0.21263   0.06934
 52        3PX         0.18339   0.10531   0.07807   0.02724
 53        3PY         0.18595   0.10006   0.08589   0.01417
 54        3PZ         0.40345   0.34961   0.05384   0.29577
 55        4XX        -0.00181  -0.00399   0.00217  -0.00616
 56        4YY         0.00147  -0.00306   0.00453  -0.00759
 57        4ZZ        -0.02285  -0.00636  -0.01648   0.01012
 58        4XY         0.01283   0.00648   0.00634   0.00014
 59        4XZ         0.00457   0.00223   0.00234  -0.00012
 60        4YZ         0.00359   0.00185   0.00174   0.00011
 61 5   C  1S          1.99221   0.99609   0.99612  -0.00002
 62        2S          0.68523   0.34048   0.34475  -0.00428
 63        2PX         0.70146   0.34223   0.35923  -0.01699
 64        2PY         0.69467   0.34507   0.34960  -0.00453
 65        2PZ         0.70491   0.35017   0.35474  -0.00456
 66        3S          0.58108   0.28284   0.29825  -0.01541
 67        3PX         0.25009   0.11658   0.13351  -0.01693
 68        3PY         0.28354   0.13877   0.14477  -0.00600
 69        3PZ         0.31768   0.15131   0.16638  -0.01507
 70        4XX        -0.00373  -0.00204  -0.00169  -0.00034
 71        4YY        -0.00771  -0.00382  -0.00389   0.00007
 72        4ZZ        -0.01006  -0.00475  -0.00531   0.00056
 73        4XY         0.00784   0.00397   0.00387   0.00010
 74        4XZ         0.00711   0.00572   0.00138   0.00434
 75        4YZ         0.01085   0.00626   0.00459   0.00167
 76 6   C  1S          1.99219   0.99609   0.99609   0.00000
 77        2S          0.68314   0.34167   0.34147   0.00021
 78        2PX         0.69338   0.34687   0.34651   0.00037
 79        2PY         0.67555   0.33799   0.33756   0.00043
 80        2PZ         0.71931   0.36013   0.35918   0.00095
 81        3S          0.58406   0.29229   0.29177   0.00052
 82        3PX         0.29786   0.14923   0.14863   0.00060
 83        3PY         0.23249   0.11625   0.11624   0.00002
 84        3PZ         0.31646   0.15860   0.15786   0.00073
 85        4XX        -0.00918  -0.00460  -0.00458  -0.00002
 86        4YY        -0.00188  -0.00098  -0.00090  -0.00008
 87        4ZZ        -0.00905  -0.00452  -0.00453   0.00001
 88        4XY         0.00785   0.00392   0.00393  -0.00001
 89        4XZ         0.01022   0.00507   0.00515  -0.00008
 90        4YZ         0.00420   0.00212   0.00208   0.00005
 91 7   H  1S          0.53793   0.26903   0.26890   0.00013
 92        2S          0.35499   0.17749   0.17750  -0.00002
 93        3PX         0.00336   0.00169   0.00168   0.00001
 94        3PY         0.00376   0.00188   0.00188   0.00000
 95        3PZ         0.00488   0.00244   0.00244   0.00000
 96 8   H  1S          0.53757   0.26848   0.26910  -0.00062
 97        2S          0.36185   0.18095   0.18089   0.00006
 98        3PX         0.00250   0.00125   0.00125   0.00000
 99        3PY         0.00376   0.00188   0.00188   0.00000
100        3PZ         0.00575   0.00288   0.00287   0.00001
101 9   H  1S          0.55533   0.29406   0.26127   0.03279
102        2S          0.35425   0.19115   0.16310   0.02806
103        3PX         0.00330   0.00162   0.00167  -0.00005
104        3PY         0.00322   0.00171   0.00151   0.00019
105        3PZ         0.00659   0.00328   0.00331  -0.00003
106 10  H  1S          0.53600   0.25951   0.27649  -0.01697
107        2S          0.37351   0.17237   0.20114  -0.02878
108        3PX         0.00357   0.00184   0.00173   0.00010
109        3PY         0.00627   0.00316   0.00311   0.00006
110        3PZ         0.00309   0.00279   0.00030   0.00248
111 11  H  1S          0.53284   0.27987   0.25297   0.02690
112        2S          0.35370   0.18597   0.16772   0.01825
113        3PX         0.00320   0.00158   0.00162  -0.00004
114        3PY         0.00381   0.00191   0.00190   0.00001
115        3PZ         0.00507   0.00252   0.00255  -0.00004
116 12  H  1S          0.53733   0.26843   0.26891  -0.00048
117        2S          0.35302   0.17620   0.17682  -0.00062
118        3PX         0.00513   0.00257   0.00256   0.00001
119        3PY         0.00230   0.00115   0.00114   0.00001
120        3PZ         0.00458   0.00229   0.00229   0.00000
121 13  H  1S          0.53691   0.26831   0.26860  -0.00029
122        2S          0.34948   0.17437   0.17510  -0.00073
123        3PX         0.00342   0.00171   0.00171   0.00000
124        3PY         0.00229   0.00115   0.00114   0.00001
125        3PZ         0.00630   0.00315   0.00315   0.00001
126 14  H  1S          0.53162   0.27940   0.25222   0.02719
127        2S          0.34592   0.18248   0.16344   0.01904
128        3PX         0.00251   0.00128   0.00123   0.00004
129        3PY         0.00385   0.00193   0.00192   0.00001
130        3PZ         0.00574   0.00282   0.00292  -0.00010
131 15  H  1S          0.53694   0.26886   0.26809   0.00077
132        2S          0.34947   0.17521   0.17426   0.00094
133        3PX         0.00248   0.00124   0.00124   0.00000
134        3PY         0.00365   0.00182   0.00183   0.00000
135        3PZ         0.00588   0.00294   0.00294   0.00000
136 16  H  1S          0.52866   0.26420   0.26446  -0.00026
137        2S          0.33517   0.16710   0.16807  -0.00096
138        3PX         0.00363   0.00181   0.00181   0.00000
139        3PY         0.00323   0.00162   0.00161   0.00001
140        3PZ         0.00512   0.00257   0.00256   0.00001
141 17  O  1S          1.99253   0.99629   0.99625   0.00004
142        2S          0.89644   0.45201   0.44443   0.00758
143        2PX         0.81043   0.41332   0.39712   0.01620
144        2PY         1.15079   0.58442   0.56637   0.01805
145        2PZ         0.95674   0.49048   0.46626   0.02421
146        3S          0.98710   0.48822   0.49888  -0.01066
147        3PX         0.40330   0.20249   0.20081   0.00168
148        3PY         0.75840   0.37837   0.38002  -0.00165
149        3PZ         0.58409   0.29540   0.28869   0.00671
150        4XX         0.00407   0.00196   0.00212  -0.00016
151        4YY        -0.01452  -0.00738  -0.00714  -0.00023
152        4ZZ        -0.00648  -0.00314  -0.00334   0.00020
153        4XY         0.00247   0.00141   0.00106   0.00035
154        4XZ         0.01011   0.00508   0.00503   0.00005
155        4YZ         0.00271   0.00137   0.00133   0.00004
156 18  H  1S          0.50330   0.25165   0.25165   0.00000
157        2S          0.16800   0.08947   0.07854   0.01093
158        3PX         0.01760   0.00886   0.00875   0.00011
159        3PY         0.01140   0.00579   0.00561   0.00018
160        3PZ         0.01092   0.00547   0.00545   0.00002
         Condensed to atoms (all electrons):






Output text



<comment class="example.output" id="l601.grossorbpop">
        <module cmlx:templateRef="l601.grossorbpop">
           <array dataType="xsd:integer" dictRef="cc:serial" size="205">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205</array>
           <array dataType="xsd:string" delimiter="|" dictRef="x:label" size="205">1   Cl 1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4S|4PX|4PY|4PZ|5XX|5YY|5ZZ|5XY|5XZ|5YZ|2   O  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|3   O  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|4   O  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|5   O  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|6   N  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|7   N  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|8   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|9   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|10  C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|11  C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|12  C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|13  C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|14  H  1S|2S|15  H  1S|2S|16  H  1S|2S</array>
           <matrix cols="1" dataType="xsd:double" dictRef="g:totaloccup" rows="205">1.99863 1.98689 1.98804 1.99106 1.99158 1.48016 1.03096 1.28678 1.28033 0.50076 0.25858 0.50140 0.59111 0.01144 -0.01781 -0.01884 0.01094 0.00632 0.00116 1.99266 0.92920 1.14160 0.78822 0.87786 1.08940 0.66252 0.33483 0.53641 -0.01749 0.01442 -0.01123 0.00842 0.00044 0.01066 1.99266 0.92990 0.82134 1.11800 0.86638 1.10027 0.36813 0.61920 0.53463 0.01027 -0.01545 -0.01181 0.01026 0.00988 0.00135 1.99267 0.92946 0.92738 1.00479 0.87388 1.08622 0.46207 0.54293 0.53610 -0.00041 -0.00725 -0.01098 0.01296 0.00688 0.00413 1.99267 0.92982 1.14995 0.78247 0.87297 1.08718 0.66828 0.33249 0.53420 -0.01777 0.01548 -0.01099 0.00767 0.00046 0.01059 1.99178 0.81555 0.81868 0.81368 0.77123 0.65227 0.16609 0.12936 0.43105 0.01685 0.01832 -0.02610 0.05472 0.01863 0.02273 1.99178 0.81662 0.83148 0.80354 0.76732 0.65139 0.21709 0.09004 0.43161 0.01764 0.02339 -0.02583 0.04781 0.01268 0.02848 1.99165 0.71822 0.72169 0.73463 0.65230 0.41443 0.01701 -0.01051 0.40202 0.00443 0.00391 -0.02295 0.01820 0.00617 0.00654 1.99165 0.72017 0.68540 0.77698 0.63998 0.41123 0.02123 0.00277 0.40457 0.00830 0.00223 -0.02267 0.01609 0.00620 0.00633 1.99180 0.71505 0.74770 0.79070 0.54190 0.54461 0.27547 0.21221 0.36502 0.00122 0.01165 -0.02302 0.01005 0.00667 0.00249 1.99180 0.72181 0.66503 0.76117 0.59344 0.49133 0.18985 0.27713 0.40571 0.01054 0.00469 -0.02345 0.01430 0.00788 0.00722 1.99177 0.71683 0.77359 0.75921 0.54025 0.52944 0.20241 0.24260 0.37652 0.00573 0.00515 -0.02281 0.01186 0.00378 0.00485 1.99173 0.71138 0.74681 0.75997 0.57869 0.54471 0.14154 0.26795 0.40312 -0.00082 0.01342 -0.02307 0.01086 0.00503 0.00226 0.50871 0.25231 0.51895 0.27236 0.52225 0.28189</matrix>
        </module>
    </comment>






Output text



<comment class="example.output2" id="l601.grossorbpop">
        <module cmlx:templateRef="l601.grossorbpop">
            <array dataType="xsd:integer" dictRef="cc:serial" size="160">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160</array>
            <array dataType="xsd:string" delimiter="|" dictRef="x:label" size="160">1   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|2   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|3   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|4   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|5   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|6   C  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|7   H  1S|2S|3PX|3PY|3PZ|8   H  1S|2S|3PX|3PY|3PZ|9   H  1S|2S|3PX|3PY|3PZ|10  H  1S|2S|3PX|3PY|3PZ|11  H  1S|2S|3PX|3PY|3PZ|12  H  1S|2S|3PX|3PY|3PZ|13  H  1S|2S|3PX|3PY|3PZ|14  H  1S|2S|3PX|3PY|3PZ|15  H  1S|2S|3PX|3PY|3PZ|16  H  1S|2S|3PX|3PY|3PZ|17  O  1S|2S|2PX|2PY|2PZ|3S|3PX|3PY|3PZ|4XX|4YY|4ZZ|4XY|4XZ|4YZ|18  H  1S|2S|3PX|3PY|3PZ</array>
            <array dataType="xsd:double" dictRef="g:totaloccup" size="160">1.99219 0.68297 0.68503 0.68528 0.71800 0.58343 0.25325 0.27660 0.31787 -0.00425 -0.00752 -0.00957 0.00774 0.00634 0.00952 1.99224 0.68731 0.69576 0.69718 0.71906 0.56950 0.24890 0.27085 0.32013 -0.00480 -0.00619 -0.00959 0.00777 0.00675 0.00853 1.99247 0.70345 0.66842 0.78421 0.67006 0.43072 0.20605 0.18422 0.19079 -0.00504 0.00172 -0.00463 0.01706 0.02053 0.01130 1.99190 0.70780 0.72191 0.75572 0.59998 0.49460 0.18339 0.18595 0.40345 -0.00181 0.00147 -0.02285 0.01283 0.00457 0.00359 1.99221 0.68523 0.70146 0.69467 0.70491 0.58108 0.25009 0.28354 0.31768 -0.00373 -0.00771 -0.01006 0.00784 0.00711 0.01085 1.99219 0.68314 0.69338 0.67555 0.71931 0.58406 0.29786 0.23249 0.31646 -0.00918 -0.00188 -0.00905 0.00785 0.01022 0.00420 0.53793 0.35499 0.00336 0.00376 0.00488 0.53757 0.36185 0.00250 0.00376 0.00575 0.55533 0.35425 0.00330 0.00322 0.00659 0.53600 0.37351 0.00357 0.00627 0.00309 0.53284 0.35370 0.00320 0.00381 0.00507 0.53733 0.35302 0.00513 0.00230 0.00458 0.53691 0.34948 0.00342 0.00229 0.00630 0.53162 0.34592 0.00251 0.00385 0.00574 0.53694 0.34947 0.00248 0.00365 0.00588 0.52866 0.33517 0.00363 0.00323 0.00512 1.99253 0.89644 0.81043 1.15079 0.95674 0.98710 0.40330 0.75840 0.58409 0.00407 -0.01452 -0.00648 0.00247 0.01011 0.00271 0.50330 0.16800 0.01760 0.01140 0.01092</array>
            <array dataType="xsd:double" dictRef="g:alphaoccup" size="160">0.99610 0.34147 0.34292 0.34242 0.35904 0.29168 0.12701 0.13814 0.15892 -0.00210 -0.00378 -0.00479 0.00387 0.00317 0.00480 0.99613 0.34407 0.34843 0.34923 0.35985 0.28458 0.12360 0.13564 0.16007 -0.00245 -0.00304 -0.00482 0.00387 0.00340 0.00421 0.99623 0.34880 0.33118 0.38715 0.32695 0.20794 0.10514 0.08664 0.09284 -0.00237 0.00081 -0.00194 0.00856 0.01350 0.00723 0.99586 0.36473 0.37897 0.38542 0.53415 0.28197 0.10531 0.10006 0.34961 -0.00399 -0.00306 -0.00636 0.00648 0.00223 0.00185 0.99609 0.34048 0.34223 0.34507 0.35017 0.28284 0.11658 0.13877 0.15131 -0.00204 -0.00382 -0.00475 0.00397 0.00572 0.00626 0.99609 0.34167 0.34687 0.33799 0.36013 0.29229 0.14923 0.11625 0.15860 -0.00460 -0.00098 -0.00452 0.00392 0.00507 0.00212 0.26903 0.17749 0.00169 0.00188 0.00244 0.26848 0.18095 0.00125 0.00188 0.00288 0.29406 0.19115 0.00162 0.00171 0.00328 0.25951 0.17237 0.00184 0.00316 0.00279 0.27987 0.18597 0.00158 0.00191 0.00252 0.26843 0.17620 0.00257 0.00115 0.00229 0.26831 0.17437 0.00171 0.00115 0.00315 0.27940 0.18248 0.00128 0.00193 0.00282 0.26886 0.17521 0.00124 0.00182 0.00294 0.26420 0.16710 0.00181 0.00162 0.00257 0.99629 0.45201 0.41332 0.58442 0.49048 0.48822 0.20249 0.37837 0.29540 0.00196 -0.00738 -0.00314 0.00141 0.00508 0.00137 0.25165 0.08947 0.00886 0.00579 0.00547</array>
            <array dataType="xsd:double" dictRef="g:betaoccup" size="160">0.99610 0.34150 0.34211 0.34287 0.35896 0.29175 0.12623 0.13846 0.15895 -0.00214 -0.00375 -0.00478 0.00387 0.00317 0.00472 0.99612 0.34324 0.34733 0.34795 0.35920 0.28492 0.12530 0.13521 0.16006 -0.00235 -0.00315 -0.00477 0.00390 0.00334 0.00432 0.99624 0.35466 0.33724 0.39706 0.34311 0.22277 0.10091 0.09759 0.09795 -0.00267 0.00090 -0.00269 0.00849 0.00703 0.00406 0.99604 0.34307 0.34294 0.37030 0.06583 0.21263 0.07807 0.08589 0.05384 0.00217 0.00453 -0.01648 0.00634 0.00234 0.00174 0.99612 0.34475 0.35923 0.34960 0.35474 0.29825 0.13351 0.14477 0.16638 -0.00169 -0.00389 -0.00531 0.00387 0.00138 0.00459 0.99609 0.34147 0.34651 0.33756 0.35918 0.29177 0.14863 0.11624 0.15786 -0.00458 -0.00090 -0.00453 0.00393 0.00515 0.00208 0.26890 0.17750 0.00168 0.00188 0.00244 0.26910 0.18089 0.00125 0.00188 0.00287 0.26127 0.16310 0.00167 0.00151 0.00331 0.27649 0.20114 0.00173 0.00311 0.00030 0.25297 0.16772 0.00162 0.00190 0.00255 0.26891 0.17682 0.00256 0.00114 0.00229 0.26860 0.17510 0.00171 0.00114 0.00315 0.25222 0.16344 0.00123 0.00192 0.00292 0.26809 0.17426 0.00124 0.00183 0.00294 0.26446 0.16807 0.00181 0.00161 0.00256 0.99625 0.44443 0.39712 0.56637 0.46626 0.49888 0.20081 0.38002 0.28869 0.00212 -0.00714 -0.00334 0.00106 0.00503 0.00133 0.25165 0.07854 0.00875 0.00561 0.00545</array>
            <array dataType="xsd:double" dictRef="g:spin" size="160">0.00000 -0.00003 0.00082 -0.00045 0.00008 -0.00008 0.00078 -0.00031 -0.00002 0.00004 -0.00003 -0.00002 0.00000 0.00000 0.00007 0.00001 0.00082 0.00109 0.00128 0.00065 -0.00034 -0.00170 0.00043 0.00001 -0.00010 0.00011 -0.00005 -0.00003 0.00006 -0.00011 -0.00001 -0.00586 -0.00606 -0.00992 -0.01616 -0.01483 0.00423 -0.01095 -0.00510 0.00030 -0.00009 0.00075 0.00007 0.00647 0.00317 -0.00017 0.02166 0.03603 0.01513 0.46832 0.06934 0.02724 0.01417 0.29577 -0.00616 -0.00759 0.01012 0.00014 -0.00012 0.00011 -0.00002 -0.00428 -0.01699 -0.00453 -0.00456 -0.01541 -0.01693 -0.00600 -0.01507 -0.00034 0.00007 0.00056 0.00010 0.00434 0.00167 0.00000 0.00021 0.00037 0.00043 0.00095 0.00052 0.00060 0.00002 0.00073 -0.00002 -0.00008 0.00001 -0.00001 -0.00008 0.00005 0.00013 -0.00002 0.00001 0.00000 0.00000 -0.00062 0.00006 0.00000 0.00000 0.00001 0.03279 0.02806 -0.00005 0.00019 -0.00003 -0.01697 -0.02878 0.00010 0.00006 0.00248 0.02690 0.01825 -0.00004 0.00001 -0.00004 -0.00048 -0.00062 0.00001 0.00001 0.00000 -0.00029 -0.00073 0.00000 0.00001 0.00001 0.02719 0.01904 0.00004 0.00001 -0.00010 0.00077 0.00094 0.00000 0.00000 0.00000 -0.00026 -0.00096 0.00000 0.00001 0.00001 0.00004 0.00758 0.01620 0.01805 0.02421 -0.01066 0.00168 -0.00165 0.00671 -0.00016 -0.00023 0.00020 0.00035 0.00005 0.00004 0.00000 0.01093 0.00011 0.00018 0.00002</array>
        </module>
    </comment>






Template definition



<templateList>  <template id="gross" pattern="\s{20,}\d+.*" endPattern=".*$\s{20,}\d+.*" endPattern2="~" endOffset="1" repeat="*">    <record id="serial">{1_5I,cc:serial}</record>    <record id="row" repeat="*">{I,cc:serial}{X,x:label}\s{7,}{1_5F,x:floatArr}</record>
        </template>  <template id="gross" pattern="\s{20,}TOTAL\s*ALPHA\s*BETA\s*SPIN.*" endPattern=".*$\s{20,}\d+.*" endPattern2="~" endOffset="1">    <record />    <record id="row" repeat="*">{I,cc:serial}{X,x:label}\s{7,}{F,g:totaloccup}{F,g:alphaoccup}{F,g:betaoccup}{F,g:spin}</record>
        </template>
    </templateList>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:serial']" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='x:floatArr']" dictRef="g:totaloccup" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:label']" delimiter="|" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:totaloccup']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:alphaoccup']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:betaoccup']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:spin']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="pullup" xpath=".//cml:matrix" repeat="3" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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l601.polariz


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.polariz



	name

	Polarizability



	repeat

	*



	pattern

	\s*Exact polarizability:.*



	endPattern

	\s*Approx polarizability:.*



	endOffset

	1



	xml:base

	l601/l601.polariz.xml







Input



 Exact polarizability: 100.405   0.023  87.595  -0.336   0.000  50.847
Approx polarizability: 149.863   0.049 143.908  -0.405  -0.001  75.357






Output text



<comment class="example.output" id="l601.pol">
    <module cmlx:templateRef="l601.polariz">
      <array dataType="xsd:double" size="6" dictRef="g:l601.pol.exact">100.405 0.023 87.595 -0.336 0.0 50.847</array>
      <array dataType="xsd:double" size="6" dictRef="g:l601.pol.approx">149.863 0.049 143.908 -0.405 -0.001 75.357</array>
    </module>
  </comment>






Template definition



<record id="l601.pol">\s*Exact polarizability:{F,g:l601.pol.exact}{F,g:l601.pol}{F,g:l601.pol}{F,g:l601.pol}{F,g:l601.pol}{F,g:l601.pol}</record>
<record id="l601.pol">\s*Approx polarizability:{F,g:l601.pol.approx}{F,g:l601.pol}{F,g:l601.pol}{F,g:l601.pol}{F,g:l601.pol}{F,g:l601.pol}</record>
<transform process="createArray" xpath=".//cml:list[cml:scalar[@dictRef='g:l601.pol.exact']]" from="./cml:scalar" dictRef="g:l601.pol.exact" />
<transform process="createArray" xpath=".//cml:list[cml:scalar[@dictRef='g:l601.pol.approx']]" from="./cml:scalar" dictRef="g:l601.pol.approx" />
<transform process="pullup" xpath=".//cml:array" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
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l601.nonmr


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.nonmr



	name

	l601



	repeat

	*



	pattern

	\s*No NMR shielding tensors so no spin-rotation constants\.\s*



	endPattern

	.*



	endOffset

	1



	xml:base

	l601/l601.nonmr.xml







Input



No NMR shielding tensors so no spin-rotation constants.






Output text



<comment class="example.output" id="l601.nonmr">
    <module cmlx:templateRef="l601.nonmr" />
  </comment>






Template definition



<record id="l601.nonmr" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l601.fermi


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.fermi



	name

	Isotropic Fermi Contact Couplings



	pattern

	\s*Isotropic Fermi Contact Couplings.*



	repeat

	*



	endPattern

	\s*



	xml:base

	l601/l601.fermi.xml







Input



                         Isotropic Fermi Contact Couplings
       Atom                 a.u.       MegaHertz       Gauss      10(-4) cm-1
    1  C(13)              0.02539      28.54777      10.18656       9.52251
    2  C(13)              0.00582       6.54434       2.33518       2.18296
   13  Cl(35)             0.05688      24.94015       8.89927       8.31914
--------------------------------------------------------
      Center         ----  Spin Dipole Couplings  ----
                     3XX-RR        3YY-RR        3ZZ-RR
--------------------------------------------------------
    1   Atom        0.005300     -0.061839      0.056540
    2   Atom       -0.039723     -0.068059      0.107782
   13   Atom        0.621221     -2.038530      1.417309
--------------------------------------------------------
                       XY            XZ            YZ
--------------------------------------------------------
    1   Atom        0.000010      0.095387      0.000013
    2   Atom        0.005157      0.081893      0.006262
   13   Atom        0.000344      3.043747      0.000390
--------------------------------------------------------






Output text



<comment class="example.output" id="l601.fermi">
    <module cmlx:templateRef="l601.fermi">
      <list cmlx:lineCount="3" cmlx:templateRef="fermi.atom">
        <array dataType="xsd:integer" dictRef="cc:serial" size="3">1 2 13</array>
        <array dataType="xsd:string" dictRef="x:elementType" size="3">C C Cl</array>
        <array dataType="xsd:integer" dictRef="x:isotopeNumber" size="3">13 13 35</array>
        <array dataType="xsd:double" dictRef="cc:coupling" size="3">0.02539 0.00582 0.05688</array>
        <array dataType="xsd:double" dictRef="cc:coupling" size="3">28.54777 6.54434 24.94015</array>
        <array dataType="xsd:double" dictRef="cc:coupling" size="3">10.18656 2.33518 8.89927</array>
        <array dataType="xsd:double" dictRef="cc:coupling" size="3">9.52251 2.18296 8.31914</array>
      </list>
      <list cmlx:lineCount="3" cmlx:templateRef="fermi.spindipole">
        <array dataType="xsd:integer" dictRef="cc:serial" size="3">1 2 13</array>
        <array dataType="xsd:double" dictRef="g:spindipole.xx" size="3">0.0053 -0.039723 0.621221</array>
        <array dataType="xsd:double" dictRef="g:spindipole.yy" size="3">-0.061839 -0.068059 -2.03853</array>
        <array dataType="xsd:double" dictRef="g:spindipole.zz" size="3">0.05654 0.107782 1.417309</array>
      </list>
      <list cmlx:lineCount="3" cmlx:templateRef="fermi.spindipole">
        <array dataType="xsd:integer" dictRef="cc:serial" size="3">1 2 13</array>
        <array dataType="xsd:double" dictRef="g:spindipole.xy" size="3">1.0E-5 0.005157 3.44E-4</array>
        <array dataType="xsd:double" dictRef="g:spindipole.xz" size="3">0.095387 0.081893 3.043747</array>
        <array dataType="xsd:double" dictRef="g:spindipole.yz" size="3">1.3E-5 0.006262 3.9E-4</array>
      </list>
    </module>
  </comment>






Template definition



<record repeat="2" />
<record id="fermi.atom" repeat="*" makeArray="true">\s*{I,cc:serial}{A,x:elementType}\({I,x:isotopeNumber}\)\s{F,cc:coupling,u:au}\s{F,cc:coupling,u:mhz}\s{F,cc:coupling,u:gauss}\s{F,cc:coupling,u:ten4cm-1}\s*</record>
<record repeat="4" />
<record id="fermi.spindipole" repeat="*" makeArray="true">\s*{I,cc:serial}\s*Atom\s*{F,g:spindipole.xx}{F,g:spindipole.yy}{F,g:spindipole.zz}</record>
<record repeat="3" />
<record id="fermi.spindipole" repeat="*" makeArray="true">\s*{I,cc:serial}\s*Atom\s*{F,g:spindipole.xy}{F,g:spindipole.xz}{F,g:spindipole.yz}</record>
<record repeat="1" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l601.kinetic


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.kinetic



	name

	l601.kinetic



	pattern

	\s*Orbital\senergies\sand\skinetic\senergies.*



	endPattern

	\s*Total\skinetic\senergy\sfrom\sorbitals.*



	endOffset

	1



	repeat

	*



	keep

	last



	xml:base

	l601/l601.kinetic.xml







Input



Orbital energies and kinetic energies (alpha):
                                1                 2
  1         O              -100.785532        136.921007
  2         O               -18.848249         29.020287
  3         O               -18.847747         29.020614
  4         O               -18.847744         29.020463
  5         O               -18.846792         29.020119
  6         O               -14.270088         21.955172
  7         O               -14.267249         21.954951
  8         O               -10.043808         15.875942
  9         O               -10.023564         15.872794
 10         O               -10.013222         15.871295
 11         O                -9.986524         15.870611
 12         O                -9.986470         15.870178
 13         O                -9.984378         15.872008
 14         O                -9.231286         21.486659
 15         O                -7.057295         20.510317
 16         O                -7.045755         20.535902
 17         O                -7.043992         20.528841
 18         O                -1.145346          2.493845
 19         O                -1.143205          2.490849
 20         O                -0.983975          2.805098
 21         O                -0.982844          2.806138
 22         O                -0.869758          1.835361
 23         O                -0.822807          2.242895
 24         O                -0.773309          1.932196
 25         O                -0.744237          1.986205
 26         O                -0.672431          2.016262
 27         O                -0.653657          2.189628
 28         O                -0.599070          1.589441
 29         O                -0.551704          2.410257
 30         O                -0.527384          2.265650
 31         O                -0.500338          1.688480
 32         O                -0.496314          1.758639
 33         O                -0.494553          2.009330
 34         O                -0.493393          1.876348
 35         O                -0.481451          2.056579
 36         O                -0.469405          2.603260
 37         O                -0.454573          2.242507
 38         O                -0.440545          1.285478
 39         O                -0.401626          1.882922
 40         O                -0.399741          1.250932
 41         O                -0.379273          1.513915
 42         O                -0.342657          1.725814
 43         O                -0.315723          2.352751
 44         O                -0.297362          1.900985
 45         O                -0.292579          2.467758
 46         O                -0.287604          1.831360
 47         O                -0.280509          2.391828
 48         O                -0.275633          2.426731
 49         O                -0.270806          1.768077
 50         O                -0.260960          2.581789
 51         O                -0.254185          2.670975
 52         V                -0.148374          2.248471
 53         V                -0.140538          2.395096
 54         V                -0.081784          1.798807
 55         V                -0.058792          2.234942
 56         V                -0.047015          2.455673
 57         V                 0.034419          2.329288
 58         V                 0.060033          1.997497
 59         V                 0.064722          2.289020
 60         V                 0.087152          1.847686
 61         V                 0.119679          1.819160
 62         V                 0.133923          1.945317
 63         V                 0.174449          3.099009
 64         V                 0.181602          3.027095
 65         V                 0.189518          2.420983
 66         V                 0.193269          2.044115
 67         V                 0.197901          2.497869
 68         V                 0.247271          2.957833
 69         V                 0.270051          2.655458
 70         V                 0.308941          2.242272
 71         V                 0.340682          2.487159
 72         V                 0.346992          1.918260
 73         V                 0.362029          3.450913
 74         V                 0.375149          2.535542
 75         V                 0.413226          2.896989
 76         V                 0.424959          2.362819
 77         V                 0.426686          2.087853
 78         V                 0.434796          1.921435
 79         V                 0.456085          2.276236
 80         V                 0.490210          2.105097
 81         V                 0.494437          2.293743
 82         V                 0.501281          2.857478
 83         V                 0.505191          2.180706
 84         V                 0.507949          2.321007
 85         V                 0.537988          2.994540
 86         V                 0.553000          2.247913
 87         V                 0.558069          2.317745
 88         V                 0.615461          2.558107
 89         V                 0.629884          2.506163
 90         V                 0.639615          2.542911
 91         V                 0.654547          2.362108
 92         V                 0.660875          2.556226
 93         V                 0.694652          2.669952
 94         V                 0.698098          2.451376
 95         V                 0.709943          2.585325
 96         V                 0.710596          2.627316
 97         V                 0.723838          2.678024
 98         V                 0.744952          2.505624
 99         V                 0.758120          2.468315
100         V                 0.770283          2.635503
101         V                 0.778650          2.504138
102         V                 0.806757          2.509003
103         V                 0.834181          2.537480
104         V                 0.843193          2.693022
105         V                 0.844298          2.713790
106         V                 0.859329          3.377957
107         V                 0.863791          2.606601
108         V                 0.877231          3.393390
109         V                 0.887590          2.694398
110         V                 0.905277          2.785863
111         V                 0.925496          3.122809
112         V                 0.935826          2.987047
113         V                 0.951451          2.815353
114         V                 0.960920          2.697483
115         V                 0.996429          2.632309
116         V                 1.000051          2.427736
117         V                 1.016216          2.668498
118         V                 1.056775          2.846506
119         V                 1.095294          2.877174
120         V                 1.112376          2.396616
121         V                 1.114770          3.151297
122         V                 1.160721          2.765070
123         V                 1.185993          2.466452
124         V                 1.186369          2.636490
125         V                 1.196010          2.474533
126         V                 1.224719          2.768487
127         V                 1.265439          2.789468
128         V                 1.285025          2.629728
129         V                 1.303282          2.672095
130         V                 1.325172          2.853473
131         V                 1.335615          2.667338
132         V                 1.350075          2.741460
133         V                 1.355017          2.689070
134         V                 1.378134          2.738519
135         V                 1.407619          2.904465
136         V                 1.414792          2.776894
137         V                 1.511108          3.058171
138         V                 1.569618          3.270883
139         V                 1.586857          3.211751
140         V                 1.590414          3.266256
141         V                 1.599052          2.796900
142         V                 1.620835          2.813883
143         V                 1.637242          3.037249
144         V                 1.649643          3.157837
145         V                 1.682609          3.425596
146         V                 1.707835          2.840781
147         V                 1.710166          2.844066
148         V                 1.712385          3.176837
149         V                 1.742965          3.226998
150         V                 1.767401          3.230263
151         V                 1.796024          3.093252
152         V                 1.814877          3.098678
153         V                 1.836220          3.210490
154         V                 1.841715          3.257155
155         V                 1.853955          3.378156
156         V                 1.881222          3.573036
157         V                 1.918927          3.548564
158         V                 1.945403          3.556289
159         V                 1.988120          3.641875
160         V                 2.010085          3.603703
161         V                 2.010130          3.356408
162         V                 2.016906          3.536625
163         V                 2.040672          3.408043
164         V                 2.045545          3.695625
165         V                 2.092006          3.664822
166         V                 2.116339          3.524557
167         V                 2.131983          3.498928
168         V                 2.147915          3.543309
169         V                 2.263546          3.940922
170         V                 2.293267          3.981926
171         V                 2.355962          3.742291
172         V                 2.365275          4.167720
173         V                 2.397198          3.802240
174         V                 2.428793          3.832090
175         V                 2.447264          4.367464
176         V                 2.488116          4.291211
177         V                 2.512306          4.364405
178         V                 2.549580          3.944620
179         V                 2.581969          4.436691
180         V                 2.590273          4.015444
181         V                 2.663413          4.431338
182         V                 2.678385          4.649832
183         V                 2.693618          4.438040
184         V                 2.775151          5.234664
185         V                 2.780731          5.206473
186         V                 2.791502          4.905692
187         V                 2.807649          4.836009
188         V                 2.897162          4.830735
189         V                 2.958955          4.928834
190         V                 2.962138          5.007672
191         V                 3.061894          5.155176
192         V                 3.243314          5.357766
193         V                 3.546001          9.979568
194         V                 3.654774         10.135106
195         V                 3.736233         10.014416
196         V                 3.813631         10.392223
197         V                 3.844045         10.256569
198         V                 3.897170         10.521726
199         V                 3.912450         10.506803
200         V                 3.978418         10.246858
201         V                 3.983635         10.256151
202         V                 4.148602         12.305423
203         V                 4.211261         11.013127
204         V                 4.273169         11.115687
205         V                 4.557904         10.485760
Total kinetic energy from orbitals= 1.093114881630D+03






Output text



<comment class="example.output" id="l601.kinetic">
        <module cmlx:templateRef="l601.kinetic">
          <module>
             <scalar dataType="xsd:string" dictRef="g:spintype">alpha</scalar>
             <array dataType="xsd:integer" dictRef="x:serial" size="205">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205</array>
             <array dataType="xsd:string" dictRef="x:label" size="205">O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O O V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V V</array>
             <array dataType="xsd:double" dictRef="g:orbitalener" size="205">-100.785532 -18.848249 -18.847747 -18.847744 -18.846792 -14.270088 -14.267249 -10.043808 -10.023564 -10.013222 -9.986524 -9.986470 -9.984378 -9.231286 -7.057295 -7.045755 -7.043992 -1.145346 -1.143205 -0.983975 -0.982844 -0.869758 -0.822807 -0.773309 -0.744237 -0.672431 -0.653657 -0.599070 -0.551704 -0.527384 -0.500338 -0.496314 -0.494553 -0.493393 -0.481451 -0.469405 -0.454573 -0.440545 -0.401626 -0.399741 -0.379273 -0.342657 -0.315723 -0.297362 -0.292579 -0.287604 -0.280509 -0.275633 -0.270806 -0.260960 -0.254185 -0.148374 -0.140538 -0.081784 -0.058792 -0.047015 0.034419 0.060033 0.064722 0.087152 0.119679 0.133923 0.174449 0.181602 0.189518 0.193269 0.197901 0.247271 0.270051 0.308941 0.340682 0.346992 0.362029 0.375149 0.413226 0.424959 0.426686 0.434796 0.456085 0.490210 0.494437 0.501281 0.505191 0.507949 0.537988 0.553000 0.558069 0.615461 0.629884 0.639615 0.654547 0.660875 0.694652 0.698098 0.709943 0.710596 0.723838 0.744952 0.758120 0.770283 0.778650 0.806757 0.834181 0.843193 0.844298 0.859329 0.863791 0.877231 0.887590 0.905277 0.925496 0.935826 0.951451 0.960920 0.996429 1.000051 1.016216 1.056775 1.095294 1.112376 1.114770 1.160721 1.185993 1.186369 1.196010 1.224719 1.265439 1.285025 1.303282 1.325172 1.335615 1.350075 1.355017 1.378134 1.407619 1.414792 1.511108 1.569618 1.586857 1.590414 1.599052 1.620835 1.637242 1.649643 1.682609 1.707835 1.710166 1.712385 1.742965 1.767401 1.796024 1.814877 1.836220 1.841715 1.853955 1.881222 1.918927 1.945403 1.988120 2.010085 2.010130 2.016906 2.040672 2.045545 2.092006 2.116339 2.131983 2.147915 2.263546 2.293267 2.355962 2.365275 2.397198 2.428793 2.447264 2.488116 2.512306 2.549580 2.581969 2.590273 2.663413 2.678385 2.693618 2.775151 2.780731 2.791502 2.807649 2.897162 2.958955 2.962138 3.061894 3.243314 3.546001 3.654774 3.736233 3.813631 3.844045 3.897170 3.912450 3.978418 3.983635 4.148602 4.211261 4.273169 4.557904</array>
             <array dataType="xsd:double" dictRef="g:kineticener" size="205">136.921007 29.020287 29.020614 29.020463 29.020119 21.955172 21.954951 15.875942 15.872794 15.871295 15.870611 15.870178 15.872008 21.486659 20.510317 20.535902 20.528841 2.493845 2.490849 2.805098 2.806138 1.835361 2.242895 1.932196 1.986205 2.016262 2.189628 1.589441 2.410257 2.265650 1.688480 1.758639 2.009330 1.876348 2.056579 2.603260 2.242507 1.285478 1.882922 1.250932 1.513915 1.725814 2.352751 1.900985 2.467758 1.831360 2.391828 2.426731 1.768077 2.581789 2.670975 2.248471 2.395096 1.798807 2.234942 2.455673 2.329288 1.997497 2.289020 1.847686 1.819160 1.945317 3.099009 3.027095 2.420983 2.044115 2.497869 2.957833 2.655458 2.242272 2.487159 1.918260 3.450913 2.535542 2.896989 2.362819 2.087853 1.921435 2.276236 2.105097 2.293743 2.857478 2.180706 2.321007 2.994540 2.247913 2.317745 2.558107 2.506163 2.542911 2.362108 2.556226 2.669952 2.451376 2.585325 2.627316 2.678024 2.505624 2.468315 2.635503 2.504138 2.509003 2.537480 2.693022 2.713790 3.377957 2.606601 3.393390 2.694398 2.785863 3.122809 2.987047 2.815353 2.697483 2.632309 2.427736 2.668498 2.846506 2.877174 2.396616 3.151297 2.765070 2.466452 2.636490 2.474533 2.768487 2.789468 2.629728 2.672095 2.853473 2.667338 2.741460 2.689070 2.738519 2.904465 2.776894 3.058171 3.270883 3.211751 3.266256 2.796900 2.813883 3.037249 3.157837 3.425596 2.840781 2.844066 3.176837 3.226998 3.230263 3.093252 3.098678 3.210490 3.257155 3.378156 3.573036 3.548564 3.556289 3.641875 3.603703 3.356408 3.536625 3.408043 3.695625 3.664822 3.524557 3.498928 3.543309 3.940922 3.981926 3.742291 4.167720 3.802240 3.832090 4.367464 4.291211 4.364405 3.944620 4.436691 4.015444 4.431338 4.649832 4.438040 5.234664 5.206473 4.905692 4.836009 4.830735 4.928834 5.007672 5.155176 5.357766 9.979568 10.135106 10.014416 10.392223 10.256569 10.521726 10.506803 10.246858 10.256151 12.305423 11.013127 11.115687 10.485760</array>
          </module>
          <scalar dataType="xsd:string" dictRef="g:totalkineticener">1.093114881630D+03</scalar>
        </module>
    </comment>






Template definition



<template pattern="\s*Orbital\senergies\sand\skinetic\senergies.*" endPattern="\s*Orbital\senergies\sand\skinetic\senergies.*" endPattern2="\s*Total\skinetic\senergy\sfrom\sorbitals.*" endOffset="0" repeat="*">  <record>\s*Orbital\senergies\sand\skinetic\senergies\s*\({A,g:spintype}\):\s*</record>  <record />  <record repeat="*" makeArray="true">{I,x:serial}{A,x:label}{F,g:orbitalener}{F,g:kineticener}</record>
    </template>
<record>\s*Total\skinetic\senergy\sfrom\sorbitals\s*={A,g:totalkineticener}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l602.electrostatic



	name

	Electrostatic Properties



	repeat

	1



	endOffset

	1



	pattern

	\s*\(Enter.*l602\..*



	endPattern

	\s*Leave\sLink\s+602\s.*



	xml:base

	l602/l602.electrostatic.xml







Input



(Enter /mnt/data/applications/G16/g16/l602.exe)
FitSet:  NAtFit=    25 NAtPot=    25 NAtFrz=     0 MDM=    29 TotChg=  -2.00000
Breneman (CHELPG) radii used.
Read replacement radii for each type of atom:
Rad(74) =   7.400000000000D-01
Rad(8) =   1.520000000000D+00
Atom Element Radius
   1    74    0.74
   2    74    0.74
   3    74    0.74
   4     8    1.52
   5     8    1.52
   6     8    1.52
   7     8    1.52
   8     8    1.52
   9     8    1.52
  10     8    1.52
  11     8    1.52
  12     8    1.52
  13     8    1.52
  14    74    0.74
  15    74    0.74
  16    74    0.74
  17     8    1.52
  18     8    1.52
  19     8    1.52
  20     8    1.52
  21     8    1.52
  22     8    1.52
  23     8    1.52
  24     8    1.52
  25     8    1.52
Generate Potential Derived Charges using the Breneman model, NDens= 1.
Grid spacing= 0.300 Box extension= 2.800
NStep X,Y,Z=   47     47     47   Total possible points=      103823
Number of Points to Fit=   17976

**********************************************************************

           Electrostatic Properties Using The SCF Density

**********************************************************************

      Atomic Center    1 is at   3.189219  7.456923  5.993332
      Atomic Center    2 is at   0.435154  9.375214  6.202588
      Atomic Center    3 is at   2.665633  9.356718  8.721263
      Atomic Center    4 is at   3.500742  5.762053  5.710694
      Atomic Center    5 is at   4.962172  8.245776  6.213138
      Atomic Center    6 is at   3.015346  7.606557  7.928571
      Atomic Center    7 is at   1.248413  7.621258  5.925731
      Atomic Center    8 is at   3.194906  8.261455  4.213786
      Atomic Center    9 is at   1.004370  9.782648  4.379891
      Atomic Center   10 is at   0.830120  9.124553  8.093715
      Atomic Center   11 is at   2.587876  9.053490 10.439637
      Atomic Center   12 is at  -1.281498  9.086332  6.066044
      Atomic Center   13 is at   2.773421  9.766537  6.380567
      Atomic Center   14 is at   2.357721 12.076609  6.765025
      Atomic Center   15 is at   5.111791 10.158337  6.555808
      Atomic Center   16 is at   2.881370 10.177167  4.035300
      Atomic Center   17 is at   2.046223 13.771647  7.046698
      Atomic Center   18 is at   0.584747 11.287770  6.545144
      Atomic Center   19 is at   2.531751 11.926094  4.829894
      Atomic Center   20 is at   4.298547 11.912308  6.832581
      Atomic Center   21 is at   2.351840 11.272914  8.544974
      Atomic Center   22 is at   4.543427  9.751016  8.378808
      Atomic Center   23 is at   4.715893 10.408804  4.664902
      Atomic Center   24 is at   2.959169 10.480399  2.316991
      Atomic Center   25 is at   6.828493 10.447391  6.691419
  17976 points will be used for fitting atomic charges
Fitting point charges to electrostatic potential
The dipole moment will be constrained to the correct value
Charges from ESP fit, RMS=   0.01207 RRMS=   0.05745:
ESP charges:
              1
    1  W    3.413727
    2  W    3.351846
    3  W    3.258115
    4  O   -0.854513
    5  O   -1.368364
    6  O   -1.337268
    7  O   -1.364919
    8  O   -1.343355
    9  O   -1.325576
   10  O   -1.324507
   11  O   -0.810378
   12  O   -0.836284
   13  O   -0.919849
   14  W    3.413292
   15  W    3.357430
   16  W    3.258954
   17  O   -0.854404
   18  O   -1.367751
   19  O   -1.336391
   20  O   -1.366632
   21  O   -1.342752
   22  O   -1.325972
   23  O   -1.325832
   24  O   -0.810949
   25  O   -0.837666
Sum of ESP charges =  -2.00000
ESP charges with hydrogens summed into heavy atoms:
              1
    1  W    3.413727
    2  W    3.351846
    3  W    3.258115
    4  O   -0.854513
    5  O   -1.368364
    6  O   -1.337268
    7  O   -1.364919
    8  O   -1.343355
    9  O   -1.325576
   10  O   -1.324507
   11  O   -0.810378
   12  O   -0.836284
   13  O   -0.919849
   14  W    3.413292
   15  W    3.357430
   16  W    3.258954
   17  O   -0.854404
   18  O   -1.367751
   19  O   -1.336391
   20  O   -1.366632
   21  O   -1.342752
   22  O   -1.325972
   23  O   -1.325832
   24  O   -0.810949
   25  O   -0.837666
Charge=  -2.00000 Dipole=   -26.6426   -93.8202   -61.2991 Tot=   115.1939
-----------------------------------------------------------------

             Electrostatic Properties (Atomic Units)

-----------------------------------------------------------------
   Center     Electric         -------- Electric Field --------
              Potential          X             Y             Z
-----------------------------------------------------------------
   1 Atom    -10.444999
   2 Atom    -10.445273
   3 Atom    -10.444493
   4 Atom    -22.517096
   5 Atom    -22.519301
   6 Atom    -22.518991
   7 Atom    -22.519236
   8 Atom    -22.518841
   9 Atom    -22.518949
  10 Atom    -22.519027
  11 Atom    -22.516756
  12 Atom    -22.517329
  13 Atom    -22.530759
  14 Atom    -10.444992
  15 Atom    -10.445276
  16 Atom    -10.444277
  17 Atom    -22.517090
  18 Atom    -22.519293
  19 Atom    -22.518843
  20 Atom    -22.519235
  21 Atom    -22.518978
  22 Atom    -22.519095
  23 Atom    -22.518888
  24 Atom    -22.516449
  25 Atom    -22.517333
-----------------------------------------------------------------
Leave Link  602 at Fri Jun 28 20:49:58 2019, MaxMem=  2684354560 cpu:              18.5 elap:               2.3






Output text



<comment class="example.output" id="l602.electrostatic">
      <module cmlx:templateRef="l602.electrostatic">
         <module cmlx:templateRef="espcharges">
            <array dataType="xsd:integer" dictRef="cc:serial" size="25">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="25">W W W O O O O O O O O O O W W W O O O O O O O O O</array>
            <array dataType="xsd:double" dictRef="g:espcharge" size="25">3.413727 3.351846 3.258115 -0.854513 -1.368364 -1.337268 -1.364919 -1.343355 -1.325576 -1.324507 -0.810378 -0.836284 -0.919849 3.413292 3.357430 3.258954 -0.854404 -1.367751 -1.336391 -1.366632 -1.342752 -1.325972 -1.325832 -0.810949 -0.837666</array>
         </module>
      </module>

</comment>






Template definition



<templateList>  <template id="espcharges" pattern="\s*ESP\scharges:.*" endPattern="\s*Sum\sof\sESP\scharges.*" endOffset="1">    <record repeat="2" />    <record repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,g:espcharge}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Implementation level
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	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	link1a



	name

	Second or later Link1



	repeat

	*



	pattern

	\sLink1:\s\sProceeding to internal job step number.*



	endPattern

	\s*



	endOffset

	0



	xml:base

	link1a.xml







Input



Link1:  Proceeding to internal job step number  2.
------------------------------------------------------------------
#N Geom=AllCheck Guess=Read SCRF=Check GenChk RB3LYP/6-31G(d) Freq
------------------------------------------------------------------
1/10=4,29=7,30=1,38=1,40=1,46=1/1,3;
2/40=1/2;
3/5=1,6=6,7=1,11=2,16=1,25=1,30=1,70=2,71=2,74=-5/1,2,3;
4/5=1,7=1/1;
5/5=2,38=6/2;
8/6=4,10=90,11=11/1;
11/6=1,8=1,9=11,15=111,16=1/1,2,10;
10/6=1/2;
6/7=2,8=2,9=2,10=2,18=1,28=1/1;
7/8=1,10=1,25=1/1,2,3,16;
1/10=4,30=1,46=1/3;
99//99;
---
CH4
---
Redundant internal coordinates taken from checkpoint file:
/tmp/webmo/1/Gau-28333.chk
Charge =  0 Multiplicity = 1
C,0,0.,0.,0.
H,0,0.0000000995,0.0000001925,1.09326594
H,0,1.0307409799,0.0000001096,-0.3644220738
H,0,-0.5153703892,-0.8926480531,-0.3644217759
H,0,-0.5153706902,0.892647751,-0.3644220902
Recover connectivity data from disk.






Output text



<comment class="example.output.raw" id="link1a">
 </comment>






Template definition



<record id="link1">\sLink1:\s\sProceeding to internal job step number{I,g:link1}\.\s*</record>
<templateList>  <xi:include href="l1/l1.keywords.xml" />  <xi:include href="l1/l1.control.xml" />  <xi:include href="l101/l101.title.xml" />  <xi:include href="l101/l101.redundantcoords.xml" />  <xi:include href="l101/l101.zmatcommas.xml" />
  </templateList>
<record repeat="*" id="link1a">{X,g:link1a}</record>








          

      

      

    

  

  
    

    l1.keywords
    

    

   


  

    
      
          
            
  
l1.keywords


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.keywords



	pattern

	\s*\-+\s*$.*



	endPattern

	\s*\-+\s*



	endOffset

	1



	xml:base

	l1/l1.keywords.xml







Input



--------------------------
#N B3LYP/6-31G(d) OPT FREQ
--------------------------






Output text



<comment class="example.output" id="l1.keywords">
    <module cmlx:templateRef="l1.keywords">
      <scalar dataType="xsd:string" dictRef="cc:keyword">#N</scalar>
      <scalar dataType="xsd:string" dictRef="cc:keyword">B3LYP/6-31G(d)</scalar>
      <scalar dataType="xsd:string" dictRef="cc:keyword">OPT</scalar>
      <scalar dataType="xsd:string" dictRef="cc:keyword">FREQ</scalar>
    </module>
  </comment>






Template definition



<record />
<record id="prog" repeat="*">{X,cc:keywords}</record>
<transform process="delete" xpath=".//cml:scalar[contains(.,'------')]" />
<transform process="delete" xpath=".//cml:scalar[string-length(.)=0]" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="split" xpath="./cml:scalar" dictRef="cc:keyword" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l1.control
    

    

   


  

    
      
          
            
  
l1.control


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1.control



	pattern

	\s\d.*/.*\;\s*



	repeat

	*



	endPattern

	\s*99/.*/99;\s*



	endOffset

	1



	xml:base

	l1/l1.control.xml







Input



1/14=-1,18=20,26=3,38=1/1,3;
2/9=110,17=6,18=5,40=1/2;
3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3;
4//1;
5/5=2,38=5/2;
6/7=2,8=2,9=2,10=2,28=1/1;
7//1,2,3,16;
1/14=-1,18=20/3(1);
99//99;
2/9=110/2;
3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3;
4/5=5,16=3/1;
5/5=2,38=5/2;
7//1,2,3,16;
1/14=-1,18=20/3(-5);
2/9=110/2;
6/7=2,8=2,9=2,10=2,19=2,28=1/1;
99/9=1/99;






Output text



<comment class="example.output" id="l1.control">
    <module cmlx:templateRef="l1.control">
      <list cmlx:templateRef="control">
        <scalar dataType="xsd:string" dictRef="g:control">1/14=-1,18=20,26=3,38=1/1,3</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">2/9=110,17=6,18=5,40=1/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">4//1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">5/5=2,38=5/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">6/7=2,8=2,9=2,10=2,28=1/1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">7//1,2,3,16</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">1/14=-1,18=20/3(1)</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">99//99</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">2/9=110/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">3/5=4,6=6,7=111,11=2,16=1,25=1,30=1,74=-5/1,2,3</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">4/5=5,16=3/1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">5/5=2,38=5/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">7//1,2,3,16</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">1/14=-1,18=20/3(-5)</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">2/9=110/2</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">6/7=2,8=2,9=2,10=2,19=2,28=1/1</scalar>
        <scalar dataType="xsd:string" dictRef="g:control">99/9=1/99</scalar>
      </list>
    </module>
  </comment>






Template definition



<record id="control" repeat="*">\s*{X,g:control};\s*</record>








          

      

      

    

  

  
    

    l101.title
    

    

   


  

    
      
          
            
  
l101.title


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.title



	pattern

	\s*\-+\s*$.*



	endPattern

	\s*\-+\s*



	endOffset

	1



	xml:base

	l101/l101.title.xml







Input



---
CH4
---






Output text



<comment class="example.output" id="l1.redundantcoords">
    <module cmlx:templateRef="l101.title">
      <scalar dataType="xsd:string" dictRef="cc:title" cmlx:templateRef="title">CH4</scalar>
    </module>
  </comment>






Template definition



<record />
<record id="title">{X,cc:title}</record>
<record />
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l101.redundantcoords
    

    

   


  

    
      
          
            
  
l101.redundantcoords


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.redundantcoords



	pattern

	\s*Redundant internal coordinates.*$.*



	endPattern

	.*



	xml:base

	l101/l101.redundantcoords.xml







Input



Redundant internal coordinates taken from checkpoint file:
/tmp/webmo/1/Gau-28333.chk






Output text



<comment class="example.output" id="l1.redundantcoords">
    <module cmlx:templateRef="l101.redundantcoords">
      <scalar dataType="xsd:string" dictRef="g:redundant" cmlx:templateRef="redundant">Redundant internal coordinates taken from checkpoint file:</scalar>
      <scalar dataType="xsd:string" dictRef="g:checkpoint" cmlx:templateRef="checkpoint">/tmp/webmo/1/Gau-28333.chk</scalar>
    </module>
  </comment>






Template definition



<record id="redundant">{X,g:redundant}</record>
<record id="checkpoint">{X,g:checkpoint}</record>
<transform process="pullupSingleton" xpath=".//cml:list" />








          

      

      

    

  

  
    

    l101.zmata
    

    

   


  

    
      
          
            
  
l101.zmata


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l101.zmata



	pattern

	\s+Charge.*Multiplicity\s\=\s\S+\s*$\s*\S,\S.*



	endPattern

	[^,]+



	xml:base

	l101/l101.zmatcommas.xml







Comment



Charge =  0 Multiplicity = 1
C,0,0.,0.,0.
H,0,0.0000000995,0.0000001925,1.09326594
H,0,1.0307409799,0.0000001096,-0.3644220738
H,0,-0.5153703892,-0.8926480531,-0.3644217759
H,0,-0.5153706902,0.892647751,-0.3644220902






Template definition



<record id="chargemult">\s*Charge\s*={I,x:formalCharge}\s*Multiplicity\s*={I,x:multiplicity}</record>
<record id="atom" repeat="*" makeArray="true">\s*{I,cc:elementType},{I,g:type},{F,cc:x3},{F,cc:y3},{F,cc:z3}</record>
<record id="atom" repeat="*" makeArray="true">\s*{A,cc:elementType},{I,g:type},{F,cc:x3},{F,cc:y3},{F,cc:z3}</record>








          

      

      

    

  

  
    

    l103
    

    

   


  

    
      
          
            
  
l103



	l103.catchall

	l103.trust

	l103.init

	rfo

	l103.localminsaddle

	l103.deltas

	l103.itemconverge

	l103.optimizedparam

	preddelta
	l103.catchall












Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103



	name

	Berny optimizations to minima and TS, STQN transition state searches



	repeat

	*



	pattern

	\s*\(Enter.*l103\..*



	pattern2

	\s*(Grad){2,}



	endPattern

	\s*Leave\sLink\s+103\s.*



	endOffset

	1



	endPattern2

	\s*(Grad){2,}



	xml:base

	l103.xml







Input



(Enter /opt/G09/g09/l103.exe)

GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad
Berny optimization.
Initialization pass.
                          ----------------------------
                          !    Initial Parameters    !
                          ! (Angstroms and Degrees)  !
--------------------------                            --------------------------
! Name  Definition              Value          Derivative Info.                !
--------------------------------------------------------------------------------
! R1    R(1,2)                  1.113          estimate D2E/DX2                !
! R2    R(1,3)                  1.113          estimate D2E/DX2                !
! R3    R(1,4)                  1.113          estimate D2E/DX2                !
! R4    R(1,5)                  1.113          estimate D2E/DX2                !
! A1    A(2,1,3)              109.4712         estimate D2E/DX2                !
! A2    A(2,1,4)              109.4712         estimate D2E/DX2                !
! A3    A(2,1,5)              109.4712         estimate D2E/DX2                !
! A4    A(3,1,4)              109.4712         estimate D2E/DX2                !
! A5    A(3,1,5)              109.4712         estimate D2E/DX2                !
! A6    A(4,1,5)              109.4712         estimate D2E/DX2                !
--------------------------------------------------------------------------------
Trust Radius=3.00D-01 FncErr=1.00D-07 GrdErr=1.00D-06
Number of steps in this run=  20 maximum allowed number of steps= 100.
GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad

 Leave Link  103 at Fri Sep 13 17:06:50 2013, MaxMem=  419430400 cpu:       0.0






Input



(Enter /opt/G09/g09/l103.exe)

GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad
Berny optimization.
Internal  Forces:  Max     0.002386724 RMS     0.000538609
Search for a saddle point.
Step number   1 out of a maximum of  137
All quantities printed in internal units (Hartrees-Bohrs-Radians)
Swaping is turned off.
Second derivative matrix not updated -- analytic derivatives used.
    Eigenvalues ---   -0.03403   0.00144   0.00463   0.00759   0.00906
    Eigenvalues ---    0.01177   0.01317   0.01431   0.01623   0.01839
    Eigenvalues ---    0.40148   0.40211   0.40329   0.46257   0.48142
    Eigenvalues ---    0.51910   1.01166   1.025821000.000001000.00000
    Eigenvalues --- 1000.000001000.000001000.000001000.000001000.00000
    Eigenvalues --- 1000.000001000.00000
Eigenvectors required to have negative eigenvalues:
                         R25       R14       R27       R16       D47
  1                    0.36641   0.36640   0.22975   0.22974  -0.19160
                         D48       D8        D11       D6        D9
  1                    0.19153   0.16306  -0.16304   0.15371  -0.15366
RFO step:  Lambda0=9.155600927D-04 Lambda=-1.51225227D-04.
Linear search not attempted -- option 19 set.
Iteration  1 RMS(Cart)=  0.01149217 RMS(Int)=  0.00020982
Iteration  2 RMS(Cart)=  0.00019717 RMS(Int)=  0.00012443
Iteration  3 RMS(Cart)=  0.00000003 RMS(Int)=  0.00012443
Variable       Old X    -DE/DX   Delta X   Delta X   Delta X     New X
                                (Linear)    (Quad)   (Total)
   R1        2.63420   0.00003   0.00000   0.00038   0.00026   2.63446
   R2        2.63420   0.00004   0.00000   0.00037   0.00026   2.63446
  R41        2.01442   0.00057   0.00000  -0.00167  -0.00165   2.01277
   A1        1.93497   0.00006   0.00000  -0.00261  -0.00267   1.93230
   A2        2.13721  -0.00006   0.00000   0.00116   0.00111   2.13833
  A37        2.20391  -0.00012   0.00000   0.01113   0.01057   2.21448
   D1        3.00181  -0.00035   0.00000   0.00163   0.00163   3.00344
   D2       -0.15405  -0.00021   0.00000   0.00583   0.00583  -0.14822
  D49        0.00020   0.00000   0.00000  -0.00022  -0.00022  -0.00002
        Item               Value     Threshold  Converged?
Maximum Force            0.002387     0.000450     NO
RMS     Force            0.000539     0.000300     NO
Maximum Displacement     0.044296     0.001800     NO
RMS     Displacement     0.011477     0.001200     NO
Predicted change in Energy= 3.932148D-04
GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad

Leave Link  103 at Fri Sep 13 17:06:50 2013, MaxMem=  419430400 cpu:       0.0






Output text



<comment class="example.output" id="l103">
    <module cmlx:templateRef="l103">
         <list cmlx:templateRef="berny">
            <scalar dataType="xsd:string" dictRef="g:optimization">Berny optimization.</scalar>
         </list>
         <module cmlx:templateRef="l103.init">
            <list cmlx:templateRef="length">
               <array dataType="xsd:string" dictRef="g:symbol" size="4">R1 R2 R3 R4</array>
               <array dataType="xsd:integer" dictRef="g:atom1" size="4">1 1 1 1</array>
               <array dataType="xsd:integer" dictRef="g:atom2" size="4">2 3 4 5</array>
               <array dataType="xsd:double" dictRef="cc:distance" size="4">1.113 1.113 1.113 1.113</array>
               <array dataType="xsd:string" delimiter="|" dictRef="g:deriv" size="4">estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2</array>
            </list>
            <list cmlx:templateRef="angle">
               <array dataType="xsd:string" dictRef="g:symbol" size="6">A1 A2 A3 A4 A5 A6</array>
               <array dataType="xsd:integer" dictRef="g:atom1" size="6">2 2 2 3 3 4</array>
               <array dataType="xsd:integer" dictRef="g:atom2" size="6">1 1 1 1 1 1</array>
               <array dataType="xsd:integer" dictRef="g:atom3" size="6">3 4 5 4 5 5</array>
               <array dataType="xsd:double" dictRef="cc:angle" size="6">109.4712 109.4712 109.4712 109.4712 109.4712 109.4712</array>
               <array dataType="xsd:string" delimiter="|" dictRef="g:deriv" size="6">estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2</array>
            </list>
         </module>
         <module cmlx:templateRef="l103.trust">
            <scalar dataType="xsd:double" dictRef="g:trustrad">3.00e-01</scalar>
            <scalar dataType="xsd:double" dictRef="g:fncerr">1.00e-07</scalar>
            <scalar dataType="xsd:double" dictRef="g:grderr">1.00e-06</scalar>
            <scalar dataType="xsd:integer" dictRef="g:nstep">20</scalar>
            <scalar dataType="xsd:integer" dictRef="g:allowedstep">100</scalar>
         </module>
         <module cmlx:templateRef="l103.catchall">
            <list cmlx:templateRef="l103.discard">
               <scalar dataType="xsd:string" dictRef="x:discard" />
            </list>
         </module>
      </module>
  </comment>






Output text



<comment class="example.output" id="l103.1">
    <module cmlx:templateRef="l103">
       <list cmlx:templateRef="berny">
          <scalar dataType="xsd:string" dictRef="g:optimization">Berny optimization.</scalar>
       </list>
       <module cmlx:templateRef="l103.localminsaddle">
          <scalar cmlx:templateRef="r" dataType="xsd:string" dictRef="cc:minmaxts">saddle point</scalar>
          <array cmlx:templateRef="junk" dataType="xsd:string" dictRef="x:junk1" size="9">Step number 1 out of a maximum of 137</array>
          <array cmlx:templateRef="junk" dataType="xsd:string" dictRef="x:junk1" size="7">All quantities printed in internal units (Hartrees-Bohrs-Radians)</array>
          <array cmlx:templateRef="junk" dataType="xsd:string" dictRef="x:junk1" size="4">Swaping is turned off.</array>
          <array cmlx:templateRef="eigenvaluelist" dataType="xsd:double" dictRef="" size="27">-0.03403 0.00144 0.00463 0.00759 0.00906 0.01177 0.01317 0.01431 0.01623 0.01839 0.40148 0.40211 0.40329 0.46257 0.48142 0.51910 1.01166 1.02582 1000.00000 1000.00000 1000.00000 1000.00000 1000.00000 1000.00000 1000.00000 1000.00000 1000.00000</array>
       </module>
       <module cmlx:templateRef="rfo">
          <list cmlx:templateRef="rfo">
             <scalar dataType="xsd:double" dictRef="g:lambda0">9.155600927e-04</scalar>
             <scalar dataType="xsd:double" dictRef="g:lambda">-1.51225227e-04</scalar>
          </list>
          <list cmlx:templateRef="nolinear">
             <scalar dataType="xsd:string" dictRef="g:linear">Linear search</scalar>
          </list>
          <list cmlx:templateRef="iteration">
             <array dataType="xsd:integer" dictRef="cc:serial" size="3">1 2 3</array>
             <array dataType="xsd:double" dictRef="g:rmscart" size="3">0.01149217 0.00019717 0.00000003</array>
             <array dataType="xsd:double" dictRef="g:rmsint" size="3">0.00020982 0.00012443 0.00012443</array>
          </list>
       </module>
       <module cmlx:templateRef="l103.deltas">
          <list cmlx:templateRef="delta">
             <array dataType="xsd:string" dictRef="cc:variable" size="9">R1 R2 R41 A1 A2 A37 D1 D2 D49</array>
             <array dataType="xsd:double" dictRef="g:lastval" size="9">2.63420 2.63420 2.01442 1.93497 2.13721 2.20391 3.00181 -0.15405 0.00020</array>
             <array dataType="xsd:double" dictRef="cc:deriv" size="9">0.00003 0.00004 0.00057 0.00006 -0.00006 -0.00012 -0.00035 -0.00021 0.00000</array>
             <array dataType="xsd:double" dictRef="cc:delta.linear" size="9">0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000</array>
             <array dataType="xsd:double" dictRef="cc:delta.quad" size="9">0.00038 0.00037 -0.00167 -0.00261 0.00116 0.01113 0.00163 0.00583 -0.00022</array>
             <array dataType="xsd:double" dictRef="cc:delta.total" size="9">0.00026 0.00026 -0.00165 -0.00267 0.00111 0.01057 0.00163 0.00583 -0.00022</array>
             <array dataType="xsd:double" dictRef="cc:newval" size="9">2.63446 2.63446 2.01277 1.93230 2.13833 2.21448 3.00344 -0.14822 -0.00002</array>
          </list>
       </module>
       <module cmlx:templateRef="l103.itemconverge">
          <list cmlx:templateRef="row">
             <array dataType="xsd:string" delimiter="|" dictRef="g:item" size="4">|Maximum Force|RMS Force|Maximum Displacement|RMS Displacement|</array>
             <array dataType="xsd:double" dictRef="g:value" size="4">0.002387 0.000539 0.044296 0.011477</array>
             <array dataType="xsd:double" dictRef="g:threshold" size="4">0.000450 0.000300 0.001800 0.001200</array>
             <array dataType="xsd:string" dictRef="g:converged" size="4">NO NO NO NO</array>
          </list>
       </module>
       <module cmlx:templateRef="preddelta">
          <list cmlx:templateRef="predicted">
             <scalar dataType="xsd:double" dictRef="g:predchange">3.932148e-04</scalar>
          </list>
       </module>
       <module cmlx:templateRef="l103.catchall">
          <list cmlx:templateRef="l103.discard">
             <scalar dataType="xsd:string" dictRef="x:discard" />
          </list>
       </module>
    </module>
  </comment>






Template definition



<record id="tmp" repeat="*">(\s+\(Enter.*|\s*GradGradGrad.*|\s+)</record>
<record id="berny">{X,g:optimization}</record>
<templateList>  <xi:include href="l103/l103.catchall.xml" />  <xi:include href="l103/l103.trust.xml" />  <xi:include href="l103/l103.init.xml" />  <xi:include href="l103/l103.rfo.xml" />  <xi:include href="l103/l103.localmin.xml" />  <xi:include href="l103/l103.deltas.xml" />  <xi:include href="l103/l103.itemconverge.xml" />  <xi:include href="l103/l103.optimizedparam.xml" />  <xi:include href="l103/l103.preddelta.xml" />
  </templateList>
<transform process="delete" xpath=".//cml:scalar[empty(text())]" />
<transform process="delete" xpath="./text()[starts-with(normalize-space(.),'GradGrad')]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l103.catchall
    

    

   


  

    
      
          
            
  
l103.catchall


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.catchall



	repeat

	*



	name

	Catchall



	pattern

	\s*GradGrad.*Grad\s*



	endPattern

	.*



	xml:base

	l103/l103.catchall.xml







Comment



GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad






Template definition



<record id="l103.discard">\s*{X,x:discard}.*</record>








          

      

      

    

  

  
    

    l103.trust
    

    

   


  

    
      
          
            
  
l103.trust


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.trust



	pattern

	\s*Trust.*\s*



	endPattern

	.*Number.*\s*



	endOffset

	1



	xml:base

	l103/l103.trust.xml







Input



Trust Radius=3.00D-01 FncErr=1.00D-07 GrdErr=1.00D-06
Number of steps in this run=  20 maximum allowed number of steps= 100.






Output text



<comment class="example.output" id="l103.trust">
    <module cmlx:templateRef="l103.trust">
      <scalar dataType="xsd:double" dictRef="g:trustrad">0.3</scalar>
      <scalar dataType="xsd:double" dictRef="g:fncerr">1.0E-7</scalar>
      <scalar dataType="xsd:double" dictRef="g:grderr">1.0E-6</scalar>
      <scalar dataType="xsd:integer" dictRef="g:nstep">20</scalar>
      <scalar dataType="xsd:integer" dictRef="g:allowedstep">100</scalar>
    </module>
  </comment>






Template definition



<record repeat="*" id="length">\s*Trust Radius={E,g:trustrad} FncErr={E,g:fncerr} GrdErr={E,g:grderr}</record>
<record repeat="*" id="angle">\s*Number of steps in this run={I,g:nstep} maximum allowed number of steps= {I,g:allowedstep}\.\s*</record>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l103.init
    

    

   


  

    
      
          
            
  
l103.init


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.init



	repeat

	*



	pattern

	\s*\-+\s*$\s*\!\s*Initial Parameters\s*\!\s*



	endPattern

	\s*\!.*((estimate)|(calculate)).*\!\s*$\s*\-+\s*



	endOffset

	1



	xml:base

	l103/l103.init.xml







Comment



                          ----------------------------
                          !    Initial Parameters    !
                          ! (Angstroms and Degrees)  !
--------------------------                            --------------------------
! Name  Definition              Value          Derivative Info.                !
--------------------------------------------------------------------------------
! R1    R(1,2)                  1.0933         calculate D2E/DX2 analytically  !
! R2    R(1,3)                  1.0933         calculate D2E/DX2 analytically  !
! R3    R(1,4)                  1.0933         calculate D2E/DX2 analytically  !
! R4    R(1,5)                  1.0933         calculate D2E/DX2 analytically  !
! A1    A(2,1,3)              109.4712         calculate D2E/DX2 analytically  !
! A2    A(2,1,4)              109.4712         calculate D2E/DX2 analytically  !
! A3    A(2,1,5)              109.4712         calculate D2E/DX2 analytically  !
! A4    A(3,1,4)              109.4712         calculate D2E/DX2 analytically  !
! A5    A(3,1,5)              109.4712         calculate D2E/DX2 analytically  !
! A6    A(4,1,5)              109.4712         calculate D2E/DX2 analytically  !
! D1    D(3,1,2,4)              1.0915         calculate D2E/DX2 analytically  !
! D2    D(3,1,2,17)           170.5366         calculate D2E/DX2 analytically  !
! D3    D(16,1,2,4)          -169.5098         calculate D2E/DX2 analytically  !
! D4    D(16,1,2,17)           -0.0647         calculate D2E/DX2 analytically  !
! D5    D(2,1,3,6)             72.0128         calculate D2E/DX2 analytically  !
! D6    D(2,1,3,7)            -16.2141         calculate D2E/DX2 analytically  !
--------------------------------------------------------------------------------






Input



                          ----------------------------
                          !    Initial Parameters    !
                          ! (Angstroms and Degrees)  !
--------------------------                            --------------------------
! Name  Definition              Value          Derivative Info.                !
--------------------------------------------------------------------------------
! R1    R(1,2)                  1.113          estimate D2E/DX2                !
! R2    R(1,3)                  1.113          estimate D2E/DX2                !
! R3    R(1,4)                  1.113          estimate D2E/DX2                !
! R4    R(1,5)                  1.113          estimate D2E/DX2                !
! A1    A(2,1,3)              109.4712         estimate D2E/DX2                !
! A2    A(2,1,4)              109.4712         estimate D2E/DX2                !
! A3    A(2,1,5)              109.4712         estimate D2E/DX2                !
! A4    A(3,1,4)              109.4712         estimate D2E/DX2                !
! A5    A(3,1,5)              109.4712         estimate D2E/DX2                !
! A6    A(4,1,5)              109.4712         estimate D2E/DX2                !
! A4    L(3,1,4,2,-2)         180.0            estimate D2E/DX2                !
--------------------------------------------------------------------------------






Output text



<comment class="example.output" id="l103.init">
<module cmlx:templateRef="l103.init">
  <list cmlx:templateRef="length">
    <array dataType="xsd:string" size="4" dictRef="g:symbol">R1 R2 R3 R4</array>
    <array dataType="xsd:integer" size="4" dictRef="g:atom1">1 1 1 1</array>
    <array dataType="xsd:integer" size="4" dictRef="g:atom2">2 3 4 5</array>
    <array dataType="xsd:double" size="4" dictRef="cc:distance">1.113 1.113 1.113 1.113</array>
    <array delimiter="|" dataType="xsd:string" size="4" dictRef="g:deriv">|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|</array>
  </list>
  <list cmlx:templateRef="angle">
    <array dataType="xsd:string" size="6" dictRef="g:symbol">A1 A2 A3 A4 A5 A6</array>
    <array dataType="xsd:integer" size="6" dictRef="g:atom1">2 2 2 3 3 4</array>
    <array dataType="xsd:integer" size="6" dictRef="g:atom2">1 1 1 1 1 1</array>
    <array dataType="xsd:integer" size="6" dictRef="g:atom3">3 4 5 4 5 5</array>
    <array dataType="xsd:double" size="6" dictRef="cc:angle">109.4712 109.4712 109.4712 109.4712 109.4712 109.4712</array>
    <array delimiter="|" dataType="xsd:string" size="6" dictRef="g:deriv">|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|estimate D2E/DX2|</array>
  </list>
  <list cmlx:templateRef="lll">
    <scalar dataType="xsd:string" dictRef="g:symbol">A4</scalar>
    <scalar dataType="xsd:integer" dictRef="g:atom1">3</scalar>
    <scalar dataType="xsd:integer" dictRef="g:atom2">1</scalar>
    <scalar dataType="xsd:integer" dictRef="g:atom3">4</scalar>
    <scalar dataType="xsd:integer" dictRef="g:atom4">2</scalar>
    <scalar dataType="xsd:integer" dictRef="g:atom5">-2</scalar>
    <scalar dataType="xsd:double" dictRef="g:lll">180.0</scalar>
    <array delimiter="|" dataType="xsd:string" size="2" dictRef="g:deriv">|estimate|D2E/DX2|</array>
  </list>
</module>
  </comment>






Template definition



<record repeat="6" />
<templateList repeat="*">  <template id="length" pattern="\s*\!\s*R\d+\s*R.*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record repeat="*" id="length">\s*\!\s*{A,g:symbol}\s*R\({I,g:atom1},{I,g:atom2}\)\s*{F,cc:distance}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="angle" pattern="\s*\!\s*A\d+\s*A.*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record repeat="*" id="angle">\s*\!\s*{A,g:symbol}\s+A\({I,g:atom1},{I,g:atom2},{I,g:atom3}\)\s*{F,cc:angle}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="dihed" pattern="\s*\!\s*D\d+\s*D.*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record repeat="*" id="dihed">\s*\!\s*{A,g:symbol}\s*D\({I,g:atom1},{I,g:atom2},{I,g:atom3},{I,g:atom4}\)\s*{F,cc:dihed}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="lll" pattern="\s*\!\s*A\d+\s*L.*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record repeat="*" id="lll">\s*\!\s*{A,g:symbol}\s*L\({I,g:atom1},{I,g:atom2},{I,g:atom3},{I,g:atom4},{I,g:atom5}\)\s*{F,g:lll}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="line" pattern="\s*\-+\s*" endPattern=".*" repeat="*" endOffset="0">    <record />
    </template>
  </templateList>
<transform process="pullupSingleton" xpath=".//cml:list[cml:list]" />
<transform process="pullup" xpath=".//cml:module/cml:list" />
<transform process="pullup" xpath=".//cml:module/cml:list[@templateRef]" />
<transform process="delete" xpath=".//cml:module[not(cml:list)]" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='cc:distance']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:atom3']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='cc:angle']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom3']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom4']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='cc:dihed']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom3']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom4']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom5']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='cc:lll']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    rfo
    

    

   


  

    
      
          
            
  
rfo


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	rfo



	pattern

	\s*RFO\s*step.*



	endPattern

	\s*Iteration.*$\s*((?!Iteration).)*



	endPattern2

	~



	repeat

	*



	endOffset

	1



	xml:base

	l103/l103.rfo.xml







Input



RFO step:  Lambda=-1.94485150D-03.
Linear search not attempted -- first point.
Iteration  1 RMS(Cart)=  0.02447047 RMS(Int)=  0.00000000
Iteration  2 RMS(Cart)=  0.00000000 RMS(Int)=  0.00000000






Input



RFO step:  Lambda0=3.978273883D-10 Lambda=-1.11650779D-08.
Linear search not attempted -- option 19 set.
Iteration  1 RMS(Cart)=  0.00010279 RMS(Int)=  0.00000001
Iteration  2 RMS(Cart)=  0.00000016 RMS(Int)=  0.00000000






Output text



<comment class="example.output" id="l103.rfo">
    <module cmlx:templateRef="rfo">
       <list cmlx:templateRef="rfo">
          <scalar dataType="xsd:double" dictRef="g:lambda">-1.94485150e-03</scalar>
       </list>
       <list cmlx:templateRef="nolinear">
          <scalar dataType="xsd:string" dictRef="g:linear">Linear search</scalar>
       </list>
       <list cmlx:templateRef="iteration">
          <array dataType="xsd:integer" dictRef="cc:serial" size="2">1 2</array>
          <array dataType="xsd:double" dictRef="g:rmscart" size="2">0.02447047 0.00000000</array>
          <array dataType="xsd:double" dictRef="g:rmsint" size="2">0.00000000 0.00000000</array>
       </list>
    </module>
  </comment>






Output text



<comment class="example.output" id="l103.rfo.2">
      <module cmlx:templateRef="rfo">
          <list cmlx:templateRef="rfo">
             <scalar dataType="xsd:double" dictRef="g:lambda0">3.978273883e-10</scalar>
             <scalar dataType="xsd:double" dictRef="g:lambda">-1.11650779e-08</scalar>
          </list>
          <list cmlx:templateRef="nolinear">
             <scalar dataType="xsd:string" dictRef="g:linear">Linear search</scalar>
          </list>
          <list cmlx:templateRef="iteration">
             <array dataType="xsd:integer" dictRef="cc:serial" size="2">1 2</array>
             <array dataType="xsd:double" dictRef="g:rmscart" size="2">0.00010279 0.00000016</array>
             <array dataType="xsd:double" dictRef="g:rmsint" size="2">0.00000001 0.00000000</array>
          </list>
    </module>
  </comment>






Template definition



<templateList>  <template id="double" pattern="\s*RFO\s*step:\s+Lambda0=.*\s+Lambda=.*\.\s*" endPattern=".*" endOffset="0">    <record id="rfo">\s*RFO\s*step:\s+Lambda0={E,g:lambda0}\s+Lambda={E,g:lambda}\.\s*</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="single" pattern="\s*RFO\s*step:\s+Lambda=.*.\s*" endPattern=".*" endOffset="0">    <record id="rfo">\s*RFO\s*step:\s+Lambda={E,g:lambda}\.\s*</record>
        </template>
    </templateList>
<record id="nolinear">\s*{X,g:linear}\snot attempted.*</record>
<record repeat="*" id="iteration" makeArray="true">\s*Iteration{I,cc:serial}RMS\(Cart\)={F,g:rmscart}RMS\(Int\)={F,g:rmsint}\s*</record>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='rfo']" />
<transform process="delete" xpath=".//cml:list[count(*) =0]" />
<transform process="delete" xpath=".//cml:module[count(*) =0]" />








          

      

      

    

  

  
    

    l103.localminsaddle
    

    

   


  

    
      
          
            
  
l103.localminsaddle


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.localminsaddle



	repeat

	*



	name

	Eigenvalues



	pattern

	\s*Search for a (local minimum|saddle point)\..*



	endPattern

	\sIteration.*$\s*(ITry|Variable|ClnCor).*



	endPattern2

	.*$\s+Item\s+.*



	endPattern3

	~



	endOffset

	1



	xml:base

	l103/l103.localmin.xml







Input



Search for a local minimum.
Step number   1 out of a maximum of   2
All quantities printed in internal units (Hartrees-Bohrs-Radians)
Second derivative matrix not updated -- analytic derivatives used.
    Eigenvalues ---    0.00306   0.00490   0.00781   0.01202   0.01359
    Eigenvalues ---    0.01462   0.01717   0.01847   0.02014   0.02079
    Eigenvalues --- 1000.000001000.000001000.000001000.000001000.00000
    Eigenvalues --- 1000.000001000.00000
Angle between quadratic step and forces=  73.42 degrees.
Linear search not attempted -- first point.
Iteration  1 RMS(Cart)=  0.00231359 RMS(Int)=  0.00000714
Iteration  2 RMS(Cart)=  0.00000484 RMS(Int)=  0.00000202
Iteration  3 RMS(Cart)=  0.00000000 RMS(Int)=  0.00000202
ITry= 1 IFail=0 DXMaxC= 1.56D-04 DCOld= 1.00D+10 DXMaxT= 3.00D-01 DXLimC= 3.00D+00 Rises=F






Input



Search for a saddle point.
Step number   1 out of a maximum of  137
All quantities printed in internal units (Hartrees-Bohrs-Radians)
Swaping is turned off.
Second derivative matrix not updated -- analytic derivatives used.
    Eigenvalues ---   -0.03403   0.00144   0.00463   0.00759   0.00906
    Eigenvalues ---    0.01177   0.01317   0.01431   0.01623   0.01839
    Eigenvalues ---    0.40148   0.40211   0.40329   0.46257   0.48142
    Eigenvalues ---    0.51910   1.01166   1.025821000.000001000.00000
    Eigenvalues --- 1000.000001000.000001000.000001000.000001000.00000
    Eigenvalues --- 1000.000001000.00000
Eigenvectors required to have negative eigenvalues:
                         R25       R14       R27       R16       D47
  1                    0.36641   0.36640   0.22975   0.22974  -0.19160
                         D48       D8        D11       D6        D9
  1                    0.19153   0.16306  -0.16304   0.15371  -0.15366
RFO step:  Lambda0=9.155600927D-04 Lambda=-1.51225227D-04.
Linear search not attempted -- option 19 set.
Iteration  1 RMS(Cart)=  0.01149217 RMS(Int)=  0.00020982
Iteration  2 RMS(Cart)=  0.00019717 RMS(Int)=  0.00012443
Iteration  3 RMS(Cart)=  0.00000003 RMS(Int)=  0.00012443
ITry= 1 IFail=0 DXMaxC= 1.56D-04 DCOld= 1.00D+10 DXMaxT= 3.00D-01 DXLimC= 3.00D+00 Rises=F






Output text



<comment class="example.outputx" id="l103.localmin">
<module cmlx:templateRef="l103.localmin">
  <scalar dataType="xsd:string" dictRef="cc:minmaxts" cmlx:templateRef="r">saddle point</scalar>
  <scalar dataType="xsd:string" dictRef="x:junk1" cmlx:templateRef="junk">Step number 1 out of a maximum of 137</scalar>
  <scalar dataType="xsd:string" dictRef="x:junk1" cmlx:templateRef="junk">All quantities printed in internal units (Hartrees-Bohrs-Radians)</scalar>
  <scalar dataType="xsd:string" dictRef="x:junk1" cmlx:templateRef="junk">Swaping is turned off.</scalar>
  <scalar dataType="xsd:string" dictRef="x:junk1" cmlx:templateRef="junk">Second derivative matrix not updated -- analytic derivatives used.</scalar>
  <array dataType="xsd:double" size="27" dictRef="cc:eigenvalues" cmlx:templateRef="eigenvaluelist">-0.03403 0.00144 0.00463 0.00759 0.00906 0.01177 0.01317 0.01431 0.01623 0.01839 0.40148 0.40211 0.40329 0.46257 0.48142 0.5191 1.01166 1.02582 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0</array>
  <scalar dataType="xsd:string" dictRef="x:junk1" cmlx:templateRef="junk">RFO step: Lambda0=9.155600927D-04 Lambda=-1.51225227D-04.</scalar>
  <scalar dataType="xsd:string" dictRef="x:junk1" cmlx:templateRef="junk">Linear search not attempted -- option 19 set.</scalar>
  <list cmlx:lineCount="2" cmlx:templateRef="iterationList">
    <array dataType="xsd:integer" size="3" dictRef="cc:serial">1 2 3</array>
    <array dataType="xsd:double" size="3" dictRef="g:rmscart">0.01149217 1.9717E-4 3.0E-8</array>
    <array dataType="xsd:double" size="3" dictRef="g:rmsint">2.0982E-4 1.2443E-4 1.2443E-4</array>
  </list>
</module>
  </comment>






Output text



<comment class="example.output" id="l103.localmin.saddle">
<module cmlx:templateRef="l103.localminsaddle.">
  <scalar dataType="xsd:string" dictRef="cc:minmaxts" cmlx:templateRef="r">saddle point</scalar>
  <array dataType="xsd:string" size="9" dictRef="x:junk1" cmlx:templateRef="junk">Step number 1 out of a maximum of 137</array>
  <array dataType="xsd:string" size="7" dictRef="x:junk1" cmlx:templateRef="junk">All quantities printed in internal units (Hartrees-Bohrs-Radians)</array>
  <array dataType="xsd:string" size="4" dictRef="x:junk1" cmlx:templateRef="junk">Swaping is turned off.</array>
  <array dataType="xsd:string" size="9" dictRef="x:junk1" cmlx:templateRef="junk">Second derivative matrix not updated -- analytic derivatives used.</array>
  <array dataType="xsd:double" size="27" dictRef="cc:eigenvalues" cmlx:templateRef="eigenvaluelist">-0.03403 0.00144 0.00463 0.00759 0.00906 0.01177 0.01317 0.01431 0.01623 0.01839 0.40148 0.40211 0.40329 0.46257 0.48142 0.5191 1.01166 1.02582 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0 1000.0</array>
  <module cmlx:lineCount="5" cmlx:templateRef="negativeeigenvaluelist">
    <scalar dataType="xsd:string" dictRef="x:stuffff" cmlx:templateRef="grot">R25 R14 R27 R16 D47</scalar>
    <scalar dataType="xsd:string" dictRef="x:stuffff" cmlx:templateRef="grot">1 0.36641 0.36640 0.22975 0.22974 -0.19160</scalar>
    <scalar dataType="xsd:string" dictRef="x:stuffff" cmlx:templateRef="grot">D48 D8 D11 D6 D9</scalar> 1 0.19153 0.16306 -0.16304 0.15371 -0.15366
  </module>
  <array dataType="xsd:string" size="4" dictRef="x:junk1" cmlx:templateRef="junk">RFO step: Lambda0=9.155600927D-04 Lambda=-1.51225227D-04.</array>
  <array dataType="xsd:string" size="8" dictRef="x:junk1" cmlx:templateRef="junk">Linear search not attempted -- option 19 set.</array>
  <list cmlx:lineCount="2" cmlx:templateRef="iterationList">
    <array dataType="xsd:integer" size="3" dictRef="cc:serial">1 2 3</array>
    <array dataType="xsd:double" size="3" dictRef="g:rmscart">0.01149217 1.9717E-4 3.0E-8</array>
    <array dataType="xsd:double" size="3" dictRef="g:rmsint">2.0982E-4 1.2443E-4 1.2443E-4</array>
  </list>
</module>
  </comment>






Template definition



<record id="r">\s*Search for a {X,cc:minmaxts}\.\s*</record>
<templateList>  <template id="negativeeigenvaluelist" repeat="*" pattern="\s*Eigenvectors required to have negative eigenvalues.*" endPattern="\s\S.*" endOffset="0">    <record id="eigenvalue">\s*Eigenvectors required.*</record>    <templateList>      <template repeat="*" pattern=".*" endPattern=".*" endOffset="0" id="grot">        <record id="stufff" repeat="*">{X,x:stuffff}</record>
        </template>
      </templateList>
    </template>  <template id="eigenvaluelist" repeat="*" pattern="\s*Eigenvalues\s*\-\-\-.*" endPattern="\s*Eigenvalues\s*\-\-\-.*$\s*((?!Eigenvalues).)*" endPattern2="~" endOffset="1">    <record repeat="*" id="eigenvalue">\s*Eigenvalues\s*\-\-\-\s{1_5F10.5}\s*</record>
    </template>  <template id="iterationList" repeat="*" pattern="\s*Iteration.*" endPattern="~" endOffset="1">    <record makeArray="true" repeat="*" id="iteration">\s*Iteration{I,cc:serial}RMS\(Cart\)={F,g:rmscart}RMS\(Int\)={F,g:rmsint}\s*</record>
    </template>  <template pattern="\s*((Step number)|(RFO)|(All quant)|(Swaping)|(Linear search)|(Second deriv)|(Angle between)).*" endPattern=".*" repeat="*" id="junk">    <record id="foo">{1_20A,x:junk1}\s*</record>
    </template>
  </templateList>
<transform process="joinArrays" xpath=".//cml:list[@cmlx:templateRef='eigenvalue']//cml:array" />
<transform process="addDictRef" xpath=".//cml:array[not(@dictRef)]" value="cc:eigenvalues" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:serial']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:rmscart']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:rmsint']" />
<transform process="delete" xpath=".//cml:module[not(cml:list)]" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='x:junk']" />
<transform process="pullupSingleton" xpath=".//cml:module[cml:list]" />
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='eigenvaluelist']/cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l103.deltas
    

    

   


  

    
      
          
            
  
l103.deltas


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.deltas



	repeat

	*



	pattern

	\s*Variable\s+Old X.*$\s*\(Linear\).*



	endPattern

	.*$\s+((?![ARD][0-9]+).)*



	endPattern2

	~



	endOffset

	1



	xml:base

	l103/l103.deltas.xml







Input



Variable       Old X    -DE/DX   Delta X   Delta X   Delta X     New X
                                (Linear)    (Quad)   (Total)
   R1        2.10327  -0.01257   0.00000  -0.03869  -0.03869   2.06457
   R2        2.10327  -0.01257   0.00000  -0.03869  -0.03869   2.06457
   R3        2.10327  -0.01257   0.00000  -0.03869  -0.03869   2.06457
   R4        2.10327  -0.01257   0.00000  -0.03869  -0.03869   2.06457
   A1        1.91063   0.00000   0.00000   0.00000   0.00000   1.91063
   A2        1.91063   0.00000   0.00000   0.00000   0.00000   1.91063
   A3        1.91063   0.00000   0.00000   0.00000   0.00000   1.91063
   A4        1.91063   0.00000   0.00000   0.00000   0.00000   1.91063
   A5        1.91063   0.00000   0.00000   0.00000   0.00000   1.91063
   A6        1.91063   0.00000   0.00000   0.00000   0.00000   1.91063






Output text



<comment class="example.output" id="l103.deltas">
    <module cmlx:templateRef="l103.deltas">
      <list cmlx:lineCount="10" cmlx:templateRef="delta">
        <array dataType="xsd:string" dictRef="cc:variable" size="10">R1 R2 R3 R4 A1 A2 A3 A4 A5 A6</array>
        <array dataType="xsd:double" dictRef="g:lastval" size="10">2.10327 2.10327 2.10327 2.10327 1.91063 1.91063 1.91063 1.91063 1.91063 1.91063</array>
        <array dataType="xsd:double" dictRef="cc:deriv" size="10">-0.01257 -0.01257 -0.01257 -0.01257 0.0 0.0 0.0 0.0 0.0 0.0</array>
        <array dataType="xsd:double" dictRef="cc:delta.linear" size="10">0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
        <array dataType="xsd:double" dictRef="cc:delta.quad" size="10">-0.03869 -0.03869 -0.03869 -0.03869 0.0 0.0 0.0 0.0 0.0 0.0</array>
        <array dataType="xsd:double" dictRef="cc:delta.total" size="10">-0.03869 -0.03869 -0.03869 -0.03869 0.0 0.0 0.0 0.0 0.0 0.0</array>
        <array dataType="xsd:double" dictRef="cc:newval" size="10">2.06457 2.06457 2.06457 2.06457 1.91063 1.91063 1.91063 1.91063 1.91063 1.91063</array>
      </list>
    </module>
  </comment>






Template definition



<record repeat="2" />
<record repeat="*" id="delta" makeArray="true">\s*{A,cc:variable}{F,g:lastval}{F,cc:deriv}{F,cc:delta.linear}{F,cc:delta.quad}{F,cc:delta.total}{F,cc:newval}\s*</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l103.itemconverge
    

    

   


  

    
      
          
            
  
l103.itemconverge


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.itemconverge



	repeat

	*



	pattern

	\s*Item\s+Value.*



	endOffset

	1



	endPattern

	\s*RMS\s+Displacement.*



	xml:base

	l103/l103.itemconverge.xml







Input



        Item               Value     Threshold  Converged?
Maximum Force            0.012566     0.000450     NO
RMS     Force            0.007948     0.000300     NO
Maximum Displacement     0.038691     0.001800     NO
RMS     Displacement     0.024470     0.001200     NO






Output text



<comment class="example.output" id="l103.itemconverge">
    <module cmlx:templateRef="l103.itemconverge">
      <list cmlx:lineCount="4" cmlx:templateRef="row">
        <array dataType="xsd:string" dictRef="g:item" />
        <array dataType="xsd:double" dictRef="g:value" size="4">4.5E-4 3.0E-4 0.0018 0.0012</array>
        <array dataType="xsd:double" dictRef="g:threshold" size="4">0.0 0.0 0.0 0.0</array>
        <array dataType="xsd:string" dictRef="g:converged" size="4">NO NO NO NO</array>
      </list>
    </module>
  </comment>






Template definition



<record />
<record id="row" repeat="*" makeArray="true">\s*{X,g:item}\s+{F,g:value}{F,g:threshold}{A,g:converged}\s*</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l103.optimizedparam
    

    

   


  

    
      
          
            
  
l103.optimizedparam


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.optimizedparam



	repeat

	*



	pattern

	\sOptimization\s*completed.*



	endPattern

	.*=.*$\s*\-+\s*



	endPattern2

	.*$\s*GradGrad.*Grad\s*



	endPattern3

	~



	endOffset

	1



	xml:base

	l103/l103.optimizedparam.xml







Input



Optimization completed.
   -- Stationary point found.
                          ----------------------------
                          !   Optimized Parameters   !
                          ! (Angstroms and Degrees)  !
--------------------------                            --------------------------
! Name  Definition              Value          Derivative Info.                !
--------------------------------------------------------------------------------
! R1    R(1,2)                  1.0933         -DE/DX =    0.0                 !
! R2    R(1,3)                  1.0933         -DE/DX =    0.0                 !
! R3    R(1,4)                  1.0933         -DE/DX =    0.0                 !
! R4    R(1,5)                  1.0933         -DE/DX =    0.0                 !
! A1    A(2,1,3)              109.4712         -DE/DX =    0.0                 !
! A2    A(2,1,4)              109.4712         -DE/DX =    0.0                 !
! A3    A(2,1,5)              109.4712         -DE/DX =    0.0                 !
! A4    A(3,1,4)              109.4712         -DE/DX =    0.0                 !
! A5    A(3,1,5)              109.4712         -DE/DX =    0.0                 !
! A6    A(4,1,5)              109.4712         -DE/DX =    0.0                 !
--------------------------------------------------------------------------------






Output text



<comment class="example.output" id="l103.optimizedparam">
<module cmlx:templateRef="l103.optimizedparam">
  <list cmlx:templateRef="completed">
    <scalar dataType="xsd:string" dictRef="g:optimization">Optimization completed.</scalar>
    <scalar dataType="xsd:string" dictRef="g:optimization">-- Stationary point found.</scalar>
  </list>
  <list cmlx:templateRef="length">
    <array dataType="xsd:string" size="4" dictRef="g:symbol">R1 R2 R3 R4</array>
    <array dataType="xsd:integer" size="4" dictRef="g:atom1">1 1 1 1</array>
    <array dataType="xsd:integer" size="4" dictRef="g:atom2">2 3 4 5</array>
    <array dataType="xsd:double" size="4" dictRef="cc:distance">1.0933 1.0933 1.0933 1.0933</array>
    <array delimiter="|" dataType="xsd:string" size="4" dictRef="g:deriv">|-DE/DX =    0.0|-DE/DX =    0.0|-DE/DX =    0.0|-DE/DX =    0.0|</array>
  </list>
  <list cmlx:templateRef="angle">
    <array dataType="xsd:string" size="6" dictRef="g:symbol">A1 A2 A3 A4 A5 A6</array>
    <array dataType="xsd:integer" size="6" dictRef="g:atom1">2 2 2 3 3 4</array>
    <array dataType="xsd:integer" size="6" dictRef="g:atom2">1 1 1 1 1 1</array>
    <array dataType="xsd:integer" size="6" dictRef="g:atom3">3 4 5 4 5 5</array>
    <array dataType="xsd:double" size="6" dictRef="cc:angle">109.4712 109.4712 109.4712 109.4712 109.4712 109.4712</array>
    <array delimiter="|" dataType="xsd:string" size="6" dictRef="g:deriv">|-DE/DX =    0.0|-DE/DX =    0.0|-DE/DX =    0.0|-DE/DX =    0.0|-DE/DX =    0.0|-DE/DX =    0.0|</array>
  </list>
</module>

  </comment>






Template definition



<record repeat="2" id="completed">{X,g:optimization}</record>
<record repeat="6" />
<templateList repeat="*">  <template id="length" pattern="\s*\!\s*R\d+\s*R.*" endPattern=".*" repeat="*" endOffset="0">    <record repeat="*" id="length">\s*\!\s*{A,g:symbol}\s*R\({I,g:atom1},{I,g:atom2}\)\s*{F,cc:distance}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="angle" pattern="\s*\!\s*A\d+\s*A.*" endPattern=".*" repeat="*" endOffset="0">    <record repeat="*" id="angle">\s*\!\s*{A,g:symbol}\s*A\({I,g:atom1},{I,g:atom2},{I,g:atom3}\)\s*{F,cc:angle}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="dihed" pattern="\s*\!\s*D\d+\s*D.*" endPattern=".*" repeat="*" endOffset="0">    <record repeat="*" id="dihed">\s*\!\s*{A,g:symbol}\s*D\({I,g:atom1},{I,g:atom2},{I,g:atom3},{I,g:atom4}\)\s*{F,cc:dihed}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="lll" pattern="\s*\!\s*A\d+\s*L.*" endPattern=".*" repeat="*" endOffset="0">    <record repeat="*" id="lll">\s*\!\s*{A,g:symbol}\s*L\({I,g:atom1},{I,g:atom2},{I,g:atom3},{I,g:atom4},{I,g:atom5}\)\s*{F,g:lll}\s*{X,g:deriv}\s*\!\s*</record>
    </template>  <template id="line" pattern="\s*\-+\s*" endPattern=".*" repeat="*" endOffset="0">    <record />
    </template>
  </templateList>
<transform process="pullupSingleton" xpath=".//cml:list[cml:list]" />
<transform process="pullup" xpath=".//cml:module/cml:list" />
<transform process="pullup" xpath=".//cml:module/cml:list[@templateRef]" />
<transform process="delete" xpath=".//cml:module[not(cml:list)]" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='cc:distance']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='length']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:atom3']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='cc:angle']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom3']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:atom4']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='cc:dihed']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='dihed']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:symbol']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom1']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom2']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom3']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom4']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:atom5']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='cc:lll']" />
<transform process="createArray" xpath="." from="./cml:list[@cmlx:templateRef='lll']/cml:scalar[@dictRef='g:deriv']" delimiter="|" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    preddelta
    

    

   


  

    
      
          
            
  
preddelta



	l103.catchall








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	preddelta



	repeat

	*



	name

	Predicted change in Energy



	pattern

	\s*Predicted change in Energy.*



	endPattern

	\s*.*



	endPattern2

	~



	xml:base

	l103/l103.preddelta.xml







Input



Predicted change in Energy=-9.782485D-04






Output text



<comment class="example.output" id="l103.preddelta">
    <module cmlx:templateRef="preddelta">
      <list cmlx:templateRef="predicted">
        <scalar dataType="xsd:double" dictRef="g:predchange">-9.782485E-4</scalar>
      </list>
    </module>
  </comment>






Template definition



<record id="predicted">\s*Predicted change in Energy={E,g:predchange}.*</record>
<templateList>  <xi:include href="l103/l103.catchall.xml" />
  </templateList>








          

      

      

    

  

  
    

    l103.catchall
    

    

   


  

    
      
          
            
  
l103.catchall


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l103.catchall



	repeat

	*



	name

	Catchall



	pattern

	\s*GradGrad.*Grad\s*



	endPattern

	.*



	xml:base

	l103/l103.catchall.xml







Comment



GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad






Template definition



<record id="l103.discard">\s*{X,x:discard}.*</record>








          

      

      

    

  

  
    

    l120
    

    

   


  

    
      
          
            
  
l120


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l120



	name

	l120



	pattern

	\s*ONIOM\:\scalculating\senergy.*



	endPattern

	\s*ONIOM\:\sextrapolated\senergy.*



	endOffset

	1



	repeat

	*



	xml:base

	l120.xml







Input



ONIOM: calculating energy.
ONIOM: gridpoint  1 method:  low   system:  model energy:     1.049624455438
ONIOM: gridpoint  2 method:  high  system:  model energy: -1567.753396581480
ONIOM: gridpoint  3 method:  low   system:  real  energy:     1.256427003496
ONIOM: extrapolated energy =   -1567.546594033421






Output text



<comment class="example.output" id="l120">
        <module cmlx:lineCount="5" cmlx:templateRef="l120">
            <array dataType="xsd:integer" size="3" dictRef="cc:gridpoint">1 2 3</array>
            <array dataType="xsd:string" size="3" dictRef="cc:method">low high low</array>
            <array dataType="xsd:string" size="3" dictRef="cc:system">model model real</array>
            <array dataType="xsd:double" size="3" dictRef="cc:energy">1.049624455438 -1567.75339658148 1.256427003496</array>
            <scalar dataType="xsd:double" dictRef="cc:extraenergy">-1567.546594033421</scalar>
      </module>
    </comment>






Template definition



<record repeat="1" />
<record id="gridpoint" makeArray="true" repeat="*">\s+ONIOM\:\sgridpoint{I,cc:gridpoint}method\:{A,cc:method}system\:{A,cc:system}energy\:{F,cc:energy}</record>
<record id="extraenergy">\s+ONIOM\:\sextrapolated\senergy\s\={F,cc:extraenergy}</record>
<transform process="pullup" xpath="./cml:list/*" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l120a
    

    

   


  

    
      
          
            
  
l120a


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l120a



	name

	l120a



	pattern

	\s*ONIOM:\s*generating\spoint.*on.*\ssystem.*



	endPattern

	.*



	endOffset

	1



	repeat

	*



	xml:base

	l120a.xml







Input



ONIOM: generating point  1 -- low level on model system.






Output text



<comment class="example.output" id="l120a">
        <module cmlx:templateRef="l120a">
            <scalar dataType="xsd:integer" dictRef="g:point">1</scalar>
            <scalar dataType="xsd:string" dictRef="x:level">low</scalar>
            <scalar dataType="xsd:string" dictRef="x:system">model</scalar>
        </module>
    </comment>






Template definition



<record>\s*ONIOM:\sgenerating\spoint{I,g:point}--{A,x:level}level\son{X,x:system}\ssystem.*</record>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath="./cml:list" />








          

      

      

    

  

  
    

    l202
    

    

   


  

    
      
          
            
  
l202



	l202.orient

	l202.distmat

	l202.stoich

	l202.rotconst








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l202



	name

	Reorients coordinates, calculates symmetry, and checks variables



	repeat

	*



	pattern

	\s*\(Enter.*l202\..*



	pattern2

	\s*(Input|Standard)\s*orientation:\s*$\s*\-+\s*



	endPattern

	\s*Leave\sLink\s+202\s.*



	endPattern2

	\s*Rotational\sconstants\s*\(GHZ\).*



	endOffset

	1



	keep

	firstandlast



	xml:base

	l202.xml







Template definition



<templateList>  <xi:include href="l202/l202.orient.xml" />  <xi:include href="l202/l202.distmat.xml" />  <xi:include href="l202/l202.stoich.xml" />  <xi:include href="l202/l202.rotconst.xml" />
    </templateList>








          

      

      

    

  

  
    

    l202.orient
    

    

   


  

    
      
          
            
  
l202.orient


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l202.orient



	name

	input or standard orientation



	repeat

	*



	pattern

	\s*(Input|Standard)\s*orientation:\s*$\s*\-+\s*



	endPattern

	\s*\d.*$\s*\-+\s*



	endOffset

	2



	xml:base

	l202/l202.orient.xml







Input



                         Input orientation:
---------------------------------------------------------------------
Center     Atomic     Atomic              Coordinates (Angstroms)
Number     Number      Type              X           Y           Z
---------------------------------------------------------------------
   1          6             0        0.000000    0.000000    0.000000
   2          1             0        0.000000    0.000000    1.093266
   3          1             0        1.030741    0.000000   -0.364422
   4          1             0       -0.515370   -0.892648   -0.364422
   5          1             0       -0.515371    0.892648   -0.364422
---------------------------------------------------------------------






Output text



<comment class="example.output" id="l202.orient">
    <module cmlx:templateRef="l202.orient">
      <molecule id="mol.l202.orient" cmlx:templateRef="atom">
        <atomArray>
          <atom id="a1" elementType="C" x3="0.0" y3="0.0" z3="0.0">
            <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
            <scalar dataType="xsd:integer" dictRef="g:atomicType">0</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
          </atom>
          <atom id="a2" elementType="H" x3="0.0" y3="0.0" z3="1.093266">
            <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
            <scalar dataType="xsd:integer" dictRef="g:atomicType">0</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a3" elementType="H" x3="1.030741" y3="0.0" z3="-0.364422">
            <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
            <scalar dataType="xsd:integer" dictRef="g:atomicType">0</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a4" elementType="H" x3="-0.51537" y3="-0.892648" z3="-0.364422">
            <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
            <scalar dataType="xsd:integer" dictRef="g:atomicType">0</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
          <atom id="a5" elementType="H" x3="-0.515371" y3="0.892648" z3="-0.364422">
            <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
            <scalar dataType="xsd:integer" dictRef="g:atomicType">0</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
          </atom>
        </atomArray>
        <formula formalCharge="0" concise="C 1 H 4">
          <atomArray elementType="C H" count="1.0 4.0" />
        </formula>
        <bondArray>
          <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
          <bond atomRefs2="a1 a3" id="a1_a3" order="S" />
          <bond atomRefs2="a1 a4" id="a1_a4" order="S" />
          <bond atomRefs2="a1 a5" id="a1_a5" order="S" />
        </bondArray>
        <property dictRef="cml:molmass">
          <scalar dataType="xsd:double" units="unit:dalton">16.04246</scalar>
        </property>
      </molecule>
    </module>
  </comment>






Template definition



<record repeat="5" />
<record repeat="*" makeArray="true" id="atom">{I,cc:serial}{I,cc:elementType}{I,g:atomicType}{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
<record />
<transform process="createMolecule" xpath="./cml:list[@cmlx:templateRef='atom']/cml:array" id="mol.l202.orient" />
<transform process="pullupSingleton" xpath="./cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l202.distmat


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l202.distmat



	name

	Distance matrix



	repeat

	*



	pattern

	\s*Distance matrix.*$[\s\d]+



	endPattern

	\s?[A-Z].*



	xml:base

	l202/l202.distmat.xml







Input



                   Distance matrix (angstroms):
                   1          2          3          4          5
    1  Al   0.000000
    2  Al   1.534811   0.000000
    3  Al   2.965253   1.534811   0.000000
    4  Al   4.193182   2.964801   1.534811   0.000000
    5  Al   5.135969   4.193182   2.965253   1.534811   0.000000
    6  Al   5.727993   5.135187   4.193182   2.964801   1.534811
    7  Al   5.930507   5.727993   5.135969   4.193182   2.965253
    8  Al   5.727993   5.929603   5.727993   5.135187   4.193182
    9  Al   5.135969   5.727993   5.930507   5.727993   5.135969
   10  Al   4.193182   5.135187   5.727993   5.929603   5.727993
   11  Al   2.965253   4.193182   5.135969   5.727993   5.930507
   12  Al   1.534811   2.964801   4.193182   5.135187   5.727993
                   6          7          8          9         10
    6  Al   0.000000
    7  Al   1.534811   0.000000
    8  Al   2.964801   1.534811   0.000000
    9  Al   4.193182   2.965253   1.534811   0.000000
   10  Al   5.135187   4.193182   2.964801   1.534811   0.000000
   11  Al   5.727993   5.135969   4.193182   2.965253   1.534811
   12  Al   5.929603   5.727993   5.135187   4.193182   2.964801
                  11         12
   11  Al   0.000000
   12  Al   1.534811   0.000000
Test






Input



                   Distance matrix (angstroms):
                   1          2          3          4          5
    1  C    0.000000
    2  H    1.113000   0.000000
    3  H    1.113000   1.817522   0.000000
    4  H    1.113000   1.817521   1.817522   0.000000
    5  H    1.113000   1.817522   1.817522   1.817522   0.000000
Test






Output text



<comment class="example.output" id="l202.distmat.1">
    <module cmlx:templateRef="l202.distmat">
      <array dataType="xsd:double" size="78" dictRef="cc:distance">0.0 1.534811 0.0 2.965253 1.534811 0.0 4.193182 2.964801 1.534811 0.0 5.135969 4.193182 2.965253 1.534811 0.0 5.727993 5.135187 4.193182 2.964801 1.534811 0.0 5.930507 5.727993 5.135969 4.193182 2.965253 1.534811 0.0 5.727993 5.929603 5.727993 5.135187 4.193182 2.964801 1.534811 0.0 5.135969 5.727993 5.930507 5.727993 5.135969 4.193182 2.965253 1.534811 0.0 4.193182 5.135187 5.727993 5.929603 5.727993 5.135187 4.193182 2.964801 1.534811 0.0 2.965253 4.193182 5.135969 5.727993 5.930507 5.727993 5.135969 4.193182 2.965253 1.534811 0.0 1.534811 2.964801 4.193182 5.135187 5.727993 5.929603 5.727993 5.135187 4.193182 2.964801 1.534811 0.0</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l202.distmat.2">
    <module cmlx:templateRef="l202.distmat">
      <array dataType="xsd:double" size="15" dictRef="cc:distance">0.0 1.113 0.0 1.113 1.817522 0.0 1.113 1.817521 1.817522 0.0 1.113 1.817522 1.817522 1.817522 0.0</array>
    </module>
  </comment>






Template definition



<record repeat="1" id="y">{X,y:y}</record>
<templateList>  <template id="l202.distance" pattern="\s{10}\s*\d+\s*[\d\s]*$.*" endPattern=".*$\s{10}\s*[\s\d]+.*" endPattern2="~" endOffset="1" repeat="*">    <record id="serial">{1_5I,x:serial}</record>    <record repeat="*" id="row">\s*{I,g:row}\s{A,cc:elementType}\s{1_5F,cc:distance}</record>
    </template>

  </templateList>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='x:serial']" />
<transform process="addAttribute" xpath=".//cml:array[@dictRef='cc:distance']" name="cmlx:row" value="$string(../cml:scalar[@dictRef='g:row'])" />
<transform process="joinArrays" xpath=".//cml:array[@cmlx:row]" key="$string(@cmlx:row)" />
<transform process="joinArrays" xpath=".//cml:module[@cmlx:templateRef='l202.distance'][1]//cml:list[@cmlx:templateRef='row']//cml:array" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='y:y']" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='g:row']" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='cc:elementType']" />
<transform process="delete" xpath=".//cml:array[@dictRef='x:serial']" />
<transform process="delete" xpath="text()" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='l202.distance']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l202.stoich


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l202.stoich



	name

	stoichiometry



	repeat

	*



	pattern

	\s*Stoichiometry.*\s*



	endPattern

	\s*Largest concise.*



	endOffset

	1



	xml:base

	l202/l202.stoich.xml







Input



Stoichiometry    CH4
Framework group  TD[O(C),4C3(H)]
Deg. of freedom     1
Full point group                 TD      NOp  24
Largest Abelian subgroup         D2      NOp   4
Largest concise Abelian subgroup D2      NOp   4






Output text



<comment class="example.output" id="l202.stoich">
    <module cmlx:templateRef="l202.stoich">
      <scalar dataType="xsd:string" dictRef="g:stoichiometry" cmlx:templateRef="stoich">CH4</scalar>
      <scalar dataType="xsd:string" dictRef="cc:frameworkgroup" cmlx:templateRef="framework">TD[O(C),4C3(H)]</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:degfreedom" cmlx:templateRef="degfreedom">1</scalar>
      <scalar dataType="xsd:string" dictRef="cc:pointgroup">TD</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:operatorcount">24</scalar>
      <scalar dataType="xsd:string" dictRef="cc:largestabelian">D2</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:operatorcount">4</scalar>
      <scalar dataType="xsd:string" dictRef="cc:largestconciseabelian">D2</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:operatorcount">4</scalar>
    </module>
  </comment>






Template definition



<record id="stoich">\s*Stoichiometry\s*{A,g:stoichiometry}</record>
<record id="framework">\s*Framework group\s*{A,cc:frameworkgroup}</record>
<record id="degfreedom">\s*Deg\. of freedom\s*{I,cc:degfreedom}</record>
<record id="pointgroup">\s*Full point group\s*{A,cc:pointgroup}NOp{I,cc:operatorcount}</record>
<record id="largestabelian">\s*Largest Abelian subgroup\s*{A,cc:largestabelian}NOp{I,cc:operatorcount}</record>
<record id="largestconciseabelian">\s*Largest concise Abelian subgroup\s*{A,cc:largestconciseabelian}NOp{I,cc:operatorcount}</record>
<transform process="pullupSingleton" xpath="./cml:list" />
<transform process="pullup" xpath="./cml:list/cml:scalar" />
<transform process="delete" xpath="./cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l202.rotconst
    

    

   


  

    
      
          
            
  
l202.rotconst


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l202.rotconst



	name

	Rotational constants



	repeat

	*



	pattern

	\s*Rotational constants.*\s*



	endPattern

	.*



	endPattern2

	~



	xml:base

	l202/l202.rotconst.xml







Input



Rotational constants (GHZ):    151.8004222    151.8004222    151.8004222






Output text



<comment class="example.output" id="l202.rotconst">
    <module cmlx:templateRef="l202.rotconst">
      <array dataType="xsd:double" size="3" dictRef="cc:rotconst" cmlx:templateRef="rotconst">151.8004222 151.8004222 151.8004222</array>
    </module>
  </comment>






Template definition



<record id="rotconst">\s*Rotational constants \(GHZ\):{3F,cc:rotconst}</record>
<transform process="pullupSingleton" xpath="./cml:list" />
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l301



	l301.basis

	l301.basis2

	l301.dispersion

	l301.pcm.nonstandard

	l301.pcm.standard








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301



	name

	Generates basis set information



	repeat

	*



	endOffset

	1



	pattern

	\s*\(Enter.*l301\..*



	endPattern

	\s*Leave\sLink\s+301\s.*



	xml:base

	l301.xml







Comment



 (Enter /opt/G09/g09/l301.exe)
 Basis read from rwf:  (5D, 7F)
 Pseudo-potential data read from rwf file.
 There are   750 symmetry adapted basis functions of A   symmetry.
 Integral buffers will be    131072 words long.
 Raffenetti 2 integral format.
 Two-electron integral symmetry is turned on.
   750 basis functions,  1534 primitive gaussians,   782 cartesian basis functions
   198 alpha electrons      198 beta electrons
       nuclear repulsion energy      7769.0840580950 Hartrees.
 IExCor=  402 DFT=T Ex+Corr=B3LYP ExCW=0 ScaHFX=  0.200000
 ScaDFX=  0.800000  0.720000  1.000000  0.810000 ScalE2=  1.000000  1.000000
 IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0
 NAtoms=   73 NActive=   73 NUniq=   73 SFac= 7.50D-01 NAtFMM=   80 NAOKFM=F Big=T
 No density basis found on file   724.

...
Leave Link  301 at Tue Dec 20 22:17:53 2011, MaxMem= 2516582400 cpu:       1.0






Template definition



<templateList>  <xi:include href="l301/l301.basis.xml" />  <xi:include href="l301/l301.basis2.xml" />  <xi:include href="l301/l301.dispersion.xml" />  <xi:include href="l301/l301.pcm.nonstandard.xml" />  <xi:include href="l301/l301.pcm.standard.xml" />
  </templateList>
<transform process="delete" xpath="//cml:module[@cmlx:templateRef='job'][exists(.//cml:module[@cmlx:templateRef='l103'])]//cml:module[@cmlx:templateRef='l301' ][position() != 1]" />
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l301.basis


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.basis



	name

	basis



	repeat

	*



	pattern

	\s*Standard basis.*



	endPattern

	\s*NAtoms=.*



	endPattern2

	\s*Leave\sLink\s+301\s.*



	endOffset

	1



	xml:base

	l301/l301.basis.xml







Input



Standard basis: 6-31G(d) (6D, 7F)
There are     8 symmetry adapted basis functions of A   symmetry.
There are     5 symmetry adapted basis functions of B1  symmetry.
There are     5 symmetry adapted basis functions of B2  symmetry.
There are     5 symmetry adapted basis functions of B3  symmetry.
Integral buffers will be    262144 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned on.
   23 basis functions,    44 primitive gaussians,    23 cartesian basis functions
    5 alpha electrons        5 beta electrons
      nuclear repulsion energy        13.1577484238 Hartrees.
NAtoms=    5 NActive=    5 NUniq=    2 SFac= 5.66D+00 NAtFMM=   60 Big=F






Input



Standard basis: 3-21G (6D, 7F)
Ernie: Thresh=  0.10000D-02 Tol=  0.10000D-05 Strict=F.
There are     7 symmetry adapted basis functions of AG  symmetry.
There are     0 symmetry adapted basis functions of B1G symmetry.
There are     2 symmetry adapted basis functions of B2G symmetry.
There are     4 symmetry adapted basis functions of B3G symmetry.
There are     0 symmetry adapted basis functions of AU  symmetry.
There are     7 symmetry adapted basis functions of B1U symmetry.
There are     4 symmetry adapted basis functions of B2U symmetry.
There are     2 symmetry adapted basis functions of B3U symmetry.
Integral buffers will be    131072 words long.
Raffenetti 1 integral format.
Two-electron integral symmetry is turned on.
   26 basis functions,    42 primitive gaussians,    26 cartesian basis functions
    8 alpha electrons        8 beta electrons
      nuclear repulsion energy        33.7515964544 Hartrees.

IExCor=    0 DFT=F Ex=HF Corr=None ExCW=0 ScaHFX=  1.000000
ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000
IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0
NAtoms=    6 NActive=    6 NUniq=    2 SFac= 4.00D+00 NAtFMM=   50 NAOKFM=F Big=F






Output text



<comment class="example.output" id="l301.basis">
    <module cmlx:templateRef="l301.basis">
      <scalar dataType="xsd:string" dictRef="cc:basis">6-31G(d)</scalar>
      <scalar dataType="xsd:string" dictRef="cc:diffuse">(6D, 7F)</scalar>
      <list cmlx:lineCount="4" cmlx:templateRef="symmadapt">
        <array dataType="xsd:integer" dictRef="cc:adapted" size="4">8 5 5 5</array>
        <array dataType="xsd:string" dictRef="cc:symm" size="4">A B1 B2 B3</array>
      </list>
      <scalar dataType="xsd:integer" dictRef="g:buffer">262144</scalar>
      <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 2</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoestatus">on</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:basiscount">23</scalar>
      <scalar dataType="xsd:integer" dictRef="g:primbasis">44</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">23</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:alphae">5</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:betae">5</scalar>
      <scalar dataType="xsd:double" dictRef="cc:nucrepener">13.1577484238</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:natoms">5</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">5</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">2</scalar>
      <scalar dataType="xsd:double" dictRef="g:sfac">5.66</scalar>
      <scalar dataType="xsd:integer" dictRef="g:natfmm">60</scalar>
      <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
    </module>
  </comment>






Output text



<comment class="example.output" id="l301.basis.09">
    <module cmlx:templateRef="l301.basis">
      <scalar dataType="xsd:string" dictRef="cc:basis">3-21G</scalar>
      <scalar dataType="xsd:string" dictRef="cc:diffuse">(6D, 7F)</scalar>
      <module cmlx:templateRef="ernie">
        <scalar dataType="xsd:double" dictRef="g:thresh">0.10000e-02</scalar>
        <scalar dataType="xsd:double" dictRef="g:tol">0.10000e-05</scalar>
        <scalar dataType="xsd:string" dictRef="g:strict">F</scalar>
      </module>
      <list cmlx:templateRef="symmadapt">
        <array dataType="xsd:integer" dictRef="cc:adapted" size="8">7 0 2 4 0 7 4 2</array>
        <array dataType="xsd:string" dictRef="cc:symm" size="8">AG B1G B2G B3G AU B1U B2U B3U</array>
      </list>
      <scalar dataType="xsd:integer" dictRef="g:buffer">131072</scalar>
      <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 1</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoestatus">on</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:basiscount">26</scalar>
      <scalar dataType="xsd:integer" dictRef="g:primbasis">42</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">26</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:alphae">8</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:betae">8</scalar>
      <scalar dataType="xsd:double" dictRef="cc:nucrepener">33.7515964544</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:natoms">6</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">6</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">2</scalar>
      <scalar dataType="xsd:double" dictRef="g:sfac">4.00e+00</scalar>
      <scalar dataType="xsd:integer" dictRef="g:natfmm">50</scalar>
      <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
      <scalar dataType="xsd:string" dictRef="g:misc">IExCor=    0 DFT=F Ex=HF Corr=None ExCW=0 ScaHFX=  1.000000</scalar>
      <scalar dataType="xsd:string" dictRef="g:misc">ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000</scalar>
      <scalar dataType="xsd:string" dictRef="g:misc">IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0</scalar>
    </module>
  </comment>






Template definition



<record id="basis">\s*Standard basis:{A,cc:basis}{X,cc:diffuse}</record>
<templateList id="ernie">  <template pattern="\s*Ernie.*" endPattern=".*" endOffset="0" id="ernie">    <record id="ernie" repeat="*">\s*Ernie: Thresh={E,g:thresh}\s*Tol={E,g:tol}\s*Strict={A,g:strict}\.\s*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
    </template>
  </templateList>
<templateList>  <template pattern="\s*There\sare.*" endPattern="\s*nuclear\srepulsion.*" id="symaddnuc" endOffset="1">    <record id="symmadaptcart" repeat="*" makeArray="true">\s* There are{I,cc:adapted} symmetry adapted cartesian basis functions of{A,cc:symm}symmetry\.\s*</record>    <record id="symmadapt" repeat="*" makeArray="true">\s*There are{I,cc:adapted} symmetry adapted basis functions of{A,cc:symm}symmetry\.\s*</record>    <templateList>      <template pattern="\s*Integral\sbuffers.*" endPattern=".*" endPattern2="~" endOffset="0">        <record id="buffer">\s*Integral buffers will be {I,g:buffer}\s*words long\.\s*</record>        <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>      <template pattern=".*integral\sformat.*" endPattern=".*" endPattern2="~" endOffset="0">        <record id="raff">\s*{X,g:integralformat}\sintegral format\.\s*</record>        <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>      <template pattern=".*integral\ssymmetry.*" endPattern=".*" endPattern2="~" endOffset="0">        <record id="twoe">\s*{X,g:twoe} integral symmetry is turned {X,g:twoestatus}\.\s*</record>        <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>      <template pattern=".*basis\sfunctions\,.*" endPattern="\s*nuclear\srepulsion.*" endPattern2="~" endOffset="1">        <record id="basiscount">\s*{I,cc:basiscount}basis functions,{I,g:primbasis}primitive gaussians,{I,cc:cartesianbasis}cartesian basis functions\s*</record>        <record id="alphabeta">\s*{I,cc:alphae}alpha electrons\s*{I,cc:betae}beta electrons\s*</record>        <record id="nucrep">\s*nuclear repulsion energy\s*{F,cc:nucrepener}Hartrees\.\s*</record>        <transform process="pullup" xpath="./cml:list/cml:list/cml:scalar" repeat="3" />        <transform process="pullup" xpath="./cml:list/cml:scalar" repeat="2" />
        </template>
      </templateList>    <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='symmadaptcart']" />    <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='symmadapt']" />    <transform process="pullup" xpath="./cml:scalar" />

    </template>
  </templateList>
<templateList id="natoms">  <template pattern="\s*NAtoms=.*" repeat="*" endPattern=".*" endPattern2="~" id="natoms">    <record id="natoms" repeat="*">\s*NAtoms={I,cc:natoms}\sNActive={I,cc:nactiveatoms}\sNUniq={I,cc:uniqatoms}\sSFac={E,g:sfac}\sNAtFMM={I,g:natfmm}.*\sBig={A,g:big}\s*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
    </template>
  </templateList>
<templateList id="misc">  <template pattern="\s*((IExCor)|(ScaDFX)|(IRadAn)).*" repeat="*" endPattern=".*" endPattern2="~" id="misc">    <record id="misc">\s*{X,g:misc}\s*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
    </template>
  </templateList>
<transform process="pullup" xpath="./cml:list[@cmlx:templateRef='basis']/cml:list/cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.basis2



	name

	l301.basis2



	pattern

	\s+General\sbasis\sread\sfrom\scards.*



	endPattern

	\s*NAtoms=.*



	repeat

	*



	endOffset

	1



	xml:base

	l301/l301.basis2.xml







Comment



symmadapt can not appear in result, so we add a conditional template, then gather this two modules into one






Input



General basis read from cards:  (5D, 7F)
Centers:   1
sto-3g
******
Centers:   2
6-31g
******
Ernie: Thresh=  0.10000D-02 Tol=  0.10000D-05 Strict=F.





Integral buffers will be    131072 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned off.
    3 basis functions,     7 primitive gaussians,     3 cartesian basis functions
    1 alpha electrons        1 beta electrons
      nuclear repulsion energy         0.8819620143 Hartrees.



Integral buffers will be    131072 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned on.
  305 basis functions,   554 primitive gaussians,   322 cartesian basis functions
   64 alpha electrons       64 beta electrons
      nuclear repulsion energy      1179.5598964811 Hartrees.

IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000
ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000
IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0
NAtoms=    2 NActive=    2 NUniq=    2 SFac= 7.50D-01 NAtFMM=   80 NAOKFM=F Big=F






Input



General basis read from cards:  (5D, 7F)
 Centers:   1
 lanl2dz
 ****
 Centers:   5  6
 lanl2dz
 D 1 1.00
     Exponent=  3.8700000000D-01 Coefficients=  1.0000000000D+00
 ****
 Centers:   3 10 11 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36
 Centers:  37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56
 Centers:  57 58 59 60 61 62 63 64 65 X 102 103 104 106 108  2 12 13 14 15
 Centers:  16 17 18 19 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81
 Centers:  82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99100105
 Centers: 107109110111  4  7  8  9
 6-31g(d,p)
 ****
 Ernie: Thresh=  0.10000D-02 Tol=  0.10000D-05 Strict=F.
 Ernie:  1 primitive shells out of 250 were deleted.
 ======================================================================================================
                                       Pseudopotential Parameters
 ======================================================================================================
  Center     Atomic      Valence      Angular      Power
  Number     Number     Electrons     Momentum     of R      Exponent        Coefficient   SO-Coeffient
 ======================================================================================================
    1         45           17
                                      F and up
                                                     0      600.3243032       -0.05389580    0.00000000
                                                     1      157.6910176      -20.13162820    0.00000000
                                                     2       49.8841995     -105.36541210    0.00000000
                                                     2       15.5966895      -42.32743700    0.00000000
                                                     2        5.5099296       -3.66540430    0.00000000
                                      S - F
                                                     0       59.3442526        2.97537280    0.00000000
                                                     1       83.7426061       25.12303060    0.00000000
                                                     2       18.4530248      626.09261450    0.00000000
                                                     2       12.4194606     -812.25493850    0.00000000
                                                     2        8.8172913      467.37293400    0.00000000
                                      P - F
                                                     0       53.4309068        4.95372130    0.00000000
                                                     1       65.6671843       20.48711160    0.00000000
                                                     2       16.8369862      598.01201390    0.00000000
                                                     2       11.3042136     -718.40590280    0.00000000
                                                     2        8.0312444      382.81731510    0.00000000
                                      D - F
                                                     0       64.3993653        3.02795320    0.00000000
                                                     1       43.4625053       24.75265160    0.00000000
                                                     2       19.4020301      142.68442890    0.00000000
                                                     2        4.6879328       32.14068570    0.00000000
    2          1
                                   No pseudopotential on this center.
    3          6
                                   No pseudopotential on this center.
    4          8
                                   No pseudopotential on this center.
    5         15            5
                                      D and up
                                                     1      462.1211423      -10.00000000    0.00000000
                                                     2       93.6863701      -79.48646580    0.00000000
                                                     2       21.2349094      -28.36682510    0.00000000
                                                     2        6.3388415       -9.85775890    0.00000000
                                                     2        2.0620684       -1.01637830    0.00000000
                                      S - D
                                                     0       78.0831823        3.00000000    0.00000000
                                                     1       58.9576810       12.91041540    0.00000000
                                                     2       36.0571255      150.02502980    0.00000000
                                                     2       11.2464453       71.70831460    0.00000000
                                                     2        2.6757561       23.03970120    0.00000000
    ...
    ======================================================================================================
     There are   305 symmetry adapted basis functions of A   symmetry.
     Integral buffers will be    131072 words long.
     Raffenetti 2 integral format.
     Two-electron integral symmetry is turned on.
       305 basis functions,   554 primitive gaussians,   322 cartesian basis functions
        64 alpha electrons       64 beta electrons
           nuclear repulsion energy      1179.5598964811 Hartrees.
     IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000
     ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000
     IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0
     NAtoms=  111 NActive=   31 NUniq=   31 SFac= 7.50D-01 NAtFMM=   80 NAOKFM=F Big=F






Output text



<comment class="example.output" id="l301.basis2">
           <module cmlx:lineCount="18" cmlx:templateRef="l301.basis2">
               <scalar dataType="xsd:string" dictRef="cc:diffuse">(5D, 7F)</scalar>
               <module cmlx:lineCount="3" cmlx:templateRef="centers">
                <array dataType="xsd:integer" dictRef="cc:atomcount" size="1">1</array>
                <scalar dataType="xsd:string" dictRef="cc:basis">sto-3g</scalar>
               </module>
               <module cmlx:lineCount="3" cmlx:templateRef="centers">
                <array dataType="xsd:integer" dictRef="cc:atomcount" size="1">2</array>
                <scalar dataType="xsd:string" dictRef="cc:basis">6-31g</scalar>
               </module>
               <module cmlx:lineCount="1" cmlx:templateRef="ernie">
                <scalar dataType="xsd:double" dictRef="g:thresh">0.001</scalar>
                <scalar dataType="xsd:double" dictRef="g:tol">1.0E-6</scalar>
                <scalar dataType="xsd:string" dictRef="g:strict">F</scalar>
               </module>
               <module cmlx:lineCount="6" cmlx:templateRef="symaddnuc">
                <scalar dataType="xsd:integer" dictRef="g:buffer">131072</scalar>
                <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 2</scalar>
                <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
                <scalar dataType="xsd:string" dictRef="x:symmetrystatus">off</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:basiscount">3</scalar>
                <scalar dataType="xsd:integer" dictRef="g:primbasis">7</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">3</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:alphae">1</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:betae">1</scalar>
                <scalar dataType="xsd:double" dictRef="cc:nucrepener">0.8819620143</scalar>
               </module>
                <scalar dataType="xsd:string" dictRef="g:misc">IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000</scalar>
                <scalar dataType="xsd:string" dictRef="g:misc">ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000</scalar>
                <scalar dataType="xsd:string" dictRef="g:misc">IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0</scalar>
               <module cmlx:lineCount="1" cmlx:templateRef="natoms">
                <list cmlx:templateRef="natoms">
                 <list>
                  <scalar dataType="xsd:integer" dictRef="cc:natoms">2</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">2</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">2</scalar>
                  <scalar dataType="xsd:double" dictRef="g:sfac">0.75</scalar>
                  <scalar dataType="xsd:integer" dictRef="g:natfmm">80</scalar>
                  <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
                 </list>
                </list>
               </module>
              </module>
    </comment>






Output text



<comment class="example.output" id="l301.basis2a">
          <module cmlx:lineCount="80" cmlx:templateRef="l301.basis2">
           <scalar dataType="xsd:string" dictRef="cc:diffuse">(5D, 7F)</scalar>
           <module cmlx:lineCount="3" cmlx:templateRef="centers">
            <array dataType="xsd:integer" dictRef="cc:atomcount" size="1">1</array>
            <scalar dataType="xsd:string" dictRef="cc:basis">lanl2dz</scalar> ****
            </module>
           <module cmlx:lineCount="5" cmlx:templateRef="centers">
            <array dataType="xsd:integer" dictRef="cc:atomcount" size="2">5 6</array>
            <scalar dataType="xsd:string" dictRef="cc:basis">lanl2dz</scalar>
            <list cmlx:templateRef="shell">
             <scalar dataType="xsd:string" dictRef="x:itype">D</scalar>
             <scalar dataType="xsd:integer" dictRef="x:ngauss">1</scalar>
             <scalar dataType="xsd:double" dictRef="x:scale">1.0</scalar>
             <array dataType="xsd:double" dictRef="x:exponent" size="1">0.387</array>
             <array dataType="xsd:double" dictRef="x:coeficient" size="1">1.0</array>
            </list>
           </module>
           <module cmlx:lineCount="8" cmlx:templateRef="centers">
            <array dataType="xsd:integer" dictRef="cc:atomcount" size="108">3 10 11 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 12 102 103 104 106 108 2 12 13 14 15 16 17 18 19 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 105 107 109 110 111 4 7 8 9</array>
            <scalar dataType="xsd:string" dictRef="cc:basis">6-31g(d,p)</scalar>
           </module>
           <module cmlx:lineCount="1" cmlx:templateRef="ernie">
            <scalar dataType="xsd:double" dictRef="g:thresh">0.001</scalar>
            <scalar dataType="xsd:double" dictRef="g:tol">1.0E-6</scalar>
            <scalar dataType="xsd:string" dictRef="g:strict">F</scalar>
           </module>
           <module cmlx:lineCount="1" cmlx:templateRef="erniedeleted">
            <list cmlx:templateRef="deleted">
             <list>
              <scalar dataType="xsd:integer" dictRef="g:erniedeleted">1</scalar>
              <scalar dataType="xsd:integer" dictRef="g:ernietotal">250</scalar>
             </list>
            </list>
           </module>
            <module cmlx:templateRef="pseudopot">
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">45</scalar>
                  <scalar dataType="xsd:integer" dictRef="x:valelectrons">17</scalar>
                  <module cmlx:templateRef="header">
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">F and up</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">600.3243032 157.6910176 49.8841995 15.5966895 5.5099296</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">-0.05389580 -20.13162820 -105.36541210 -42.32743700 -3.66540430</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">S - F</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">59.3442526 83.7426061 18.4530248 12.4194606 8.8172913</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">2.97537280 25.12303060 626.09261450 -812.25493850 467.37293400</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">P - F</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">53.4309068 65.6671843 16.8369862 11.3042136 8.0312444</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">4.95372130 20.48711160 598.01201390 -718.40590280 382.81731510</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">D - F</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="4">0 1 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="4">64.3993653 43.4625053 19.4020301 4.6879328</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="4">3.02795320 24.75265160 142.68442890 32.14068570</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="4">0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                  </module>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:nopseudo">No pseudopotential on this center.</scalar>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">6</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:nopseudo">No pseudopotential on this center.</scalar>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">8</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:nopseudo">No pseudopotential on this center.</scalar>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">15</scalar>
                  <scalar dataType="xsd:integer" dictRef="x:valelectrons">5</scalar>
                  <module cmlx:templateRef="header">
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">D and up</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">1 2 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">462.1211423 93.6863701 21.2349094 6.3388415 2.0620684</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">-10.00000000 -79.48646580 -28.36682510 -9.85775890 -1.01637830</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">S - D</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">78.0831823 58.9576810 36.0571255 11.2464453 2.6757561</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">3.00000000 12.91041540 150.02502980 71.70831460 23.03970120</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                  </module>
               </module>
            </module>
           <module cmlx:lineCount="6" cmlx:templateRef="symaddnuc">
            <scalar dataType="xsd:integer" dictRef="g:buffer">131072</scalar>
            <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 2</scalar>
            <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
            <scalar dataType="xsd:string" dictRef="x:symmetrystatus">on</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:basiscount">305</scalar>
            <scalar dataType="xsd:integer" dictRef="g:primbasis">554</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">322</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:alphae">64</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:betae">64</scalar>
            <scalar dataType="xsd:double" dictRef="cc:nucrepener">1179.5598964811</scalar>
            <array dataType="xsd:integer" dictRef="cc:adapted" size="1">305</array>
            <array dataType="xsd:string" dictRef="cc:symm" size="1">A</array>
           </module>
           <scalar dataType="xsd:string" dictRef="g:misc">IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000</scalar>
           <scalar dataType="xsd:string" dictRef="g:misc">ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000</scalar>
           <scalar dataType="xsd:string" dictRef="g:misc">IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0</scalar>
           <module cmlx:lineCount="1" cmlx:templateRef="natoms">
            <list cmlx:templateRef="natoms">
             <list>
              <scalar dataType="xsd:integer" dictRef="cc:natoms">111</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">31</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">31</scalar>
              <scalar dataType="xsd:double" dictRef="g:sfac">0.75</scalar>
              <scalar dataType="xsd:integer" dictRef="g:natfmm">80</scalar>
              <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
             </list>
            </list>
           </module>
          </module>
    </comment>






Template definition



<record id="diffuse">\s+General\sbasis\sread\sfrom\scards\:\s+{X,cc:diffuse}</record>
<transform process="pullup" xpath="./cml:list/cml:scalar[@dictRef='cc:diffuse']" />
<templateList>  <template id="centers" pattern="\s+Centers\:\s{1,3}\S.*" endPattern="\s+\*\*\*\*.*" endOffset="1" repeat="*">    <record id="atomcount" repeat="*" makeArray="true">\s+Centers\:\s+{1_20I3,cc:atomcount}\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/cml:array" />    <templateList>      <template id="basis" pattern="\s+\S+\s*" endPattern=".*" endOffset="0">        <record id="basis">{X,cc:basis}</record>        <transform process="pullup" xpath="./cml:list/cml:scalar" repeat="2" />
                </template>      <template id="shell" pattern="\s+\S+\s+\S+\s+\S+\s*" endPattern="\s+\S+\s+\S+\s+\S+\s*" endPattern2="\s+\*\*\*\*.*" endOffset="0" repeat="*">        <record id="shell">{A,x:itype}{I,x:ngauss}{F,x:scale}</record>        <record id="shell1" repeat="*" makeArray="true">\s+Exponent\={E,x:exponent}Coefficients\={E,x:coeficient}</record>        <transform process="move" to="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell1']/*" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']/cml:list/cml:scalar" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" />
                </template>
            </templateList>
        </template>  <template id="centers" pattern="\s+Centers\:\s{4,}\S.*" endPattern="\s+\*\*\*\*.*" endOffset="1" repeat="*">    <record id="atomcount" repeat="*" makeArray="true">\s+Centers\:\s{1_10I7,cc:atomcount}\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/cml:array" />    <templateList>      <template id="basis" pattern="\s+\S+\s*" endPattern=".*" endOffset="0">        <record id="basis">{X,cc:basis}</record>        <transform process="pullup" xpath="./cml:list/cml:scalar" repeat="2" />
                </template>      <template id="shell" pattern="\s+\S+\s+\S+\s+\S+\s*" endPattern="\s+\S+\s+\S+\s+\S+\s*" endPattern2="\s+\*\*\*\*.*" endOffset="0" repeat="*">        <record id="shell">{A,x:itype}{I,x:ngauss}{F,x:scale}</record>        <record id="shell1" repeat="*" makeArray="true">\s+Exponent\={E,x:exponent}Coefficients\={E,x:coeficient}</record>        <transform process="move" to="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell1']/*" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']/cml:list/cml:scalar" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" />
                </template>
            </templateList>
        </template>
    </templateList>
<templateList>  <template id="ernie" pattern="\s*Ernie.*" endPattern=".*">    <record id="ernie" repeat="*">\s*Ernie:\sThresh={E,g:thresh}\s*Tol={E,g:tol}\s*Strict={A,g:strict}\.\s*</record>
        </template>  <template id="erniedeleted" pattern="\sErnie\:\s+\d+\s+primitive\sshells.*deleted.*" endPattern=".*" endOffset="0">    <record id="deleted">\sErnie\:{I,g:erniedeleted}primitive\sshells\sout\sof{I,g:ernietotal}were\sdeleted\.\s*</record>
        </template>
    </templateList>
<transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='ernie']//cml:scalar" repeat="2" />
<templateList>  <template id="pseudopot" pattern="\s*\=+\s*$\s+Pseudopotential\s+Parameters\s*$\s*\=+\s*" endPattern=".*(on\sthis\scenter\.|\d)$\s*\=+\s*" endOffset="1">    <templateList>      <template id="atom" pattern="\s{1,4}\d+\s+\d+.*" endPattern="(\s{1,4}\d+.*|\s*\=+\s*)" endPattern2="~" endOffset="0" repeat="*">        <templateList>          <template id="header" pattern="\s+\d+\s+\d+\s*" endPattern="\s+No\spseudopotential\son\sthis\scenter.*" endPattern2="~" endOffset="1">            <record id="header">{I,cc:serial}{I,cc:elementType}</record>            <record id="nopseudo">{X,cc:nopseudo}</record>
                        </template>          <template id="header" pattern="\s+\d+\s+\d+\s+\d+\s*" endPattern="~" endOffset="1">            <record id="header">{I,cc:serial}{I,cc:elementType}{I,x:valelectrons}</record>            <templateList>              <template id="params" pattern="\s{30,}[A-Za-z]+.*" endPattern=".*$\s{30,}[A-Za-z]+.*" endPattern2="~" endOffset="1" repeat="*">                <record id="angmomentum">{X,cc:angmomentum}</record>                <record id="values" repeat="*" makeArray="true">{I,g:powerofr}{F,cc:basisexponent}{F,cc:expcoeff}{F,g:socoeff}</record>
                                </template>
                            </templateList>
                        </template>
                    </templateList>
                </template>
            </templateList>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:serial' or @dictRef='cc:elementType' or @dictRef='x:valelectrons']" repeat="3" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:nopseudo']" repeat="2" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:angmomentum']" />    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>
    </templateList>
<templateList id="symadnucl">  <template pattern="\s*There\sare.*" endPattern="\s+((?!(There)).)*" id="symmadapt" endOffset="0">    <record id="symmadapt" repeat="*" makeArray="true">\s*There\sare{I,cc:adapted}\ssymmetry\sadapted\sbasis\sfunctions\sof{A,cc:symm}symmetry\.\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/*" />
        </template>  <template pattern="\s*Integral\sbuffers\swill\sbe.*" endPattern="\s*nuclear repulsion.*" id="symaddnuc" endOffset="1">    <record id="buffer">\s*Integral\sbuffers\swill\sbe{I,g:buffer}\s*words\slong\.\s*</record>    <record id="raff">\s*{X,g:integralformat}\sintegral\sformat\.\s*</record>    <record id="twoe">\s*{X,g:twoe}\sintegral\ssymmetry\sis\sturned{X,x:symmetrystatus}\.\s*</record>    <record id="basiscount">\s*{I,cc:basiscount}basis\sfunctions,{I,g:primbasis}primitive\sgaussians,{I,cc:cartesianbasis}cartesian\sbasis\sfunctions\s*</record>    <record id="alphabeta">\s*{I,cc:alphae}alpha\selectrons\s*{I,cc:betae}beta\selectrons\s*</record>    <record id="nucrep">\s*nuclear\srepulsion\senergy\s*{F,cc:nucrepener}Hartrees\.\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/*" />
        </template>  <template id="dispersion" pattern="\s+R6Disp.*" endPattern=".*" repeat="*">    <record>\s+R6Disp:{X,g:empdispersion}Dispersion\senergy={F,g:dispenergy}Hartrees.*</record>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='g:dispenergy']" units="nonsi:hartree" />
        </template>
    </templateList>
<transform process="move" xpath="./descendant-or-self::cml:module[@cmlx:templateRef='symmadapt']/*" to="./descendant-or-self::cml:module[@cmlx:templateRef='symaddnuc']" />
<transform process="delete" xpath="./descendant-or-self::cml:module[@cmlx:templateRef='symmadapt'][count(*)=0]" />
<templateList id="misc">  <template pattern="\s*((IExCor)|(ScaDFX)|(IRadAn)).*" repeat="*" endPattern=".*" id="misc">    <record id="misc">\s*{X,g:misc}\s*</record>    <transform process="pullup" xpath="./cml:list/*" repeat="2" />
        </template>
    </templateList>
<templateList id="natoms">  <template pattern="\s*NAtoms=.*" endPattern=".*" endPattern2="~" repeat="*" id="natoms">    <record id="natoms" repeat="*">\s*NAtoms={I,cc:natoms}\sNActive={I,cc:nactiveatoms}\sNUniq={I,cc:uniqatoms}\sSFac={E,g:sfac}\sNAtFMM={I,g:natfmm}.*\sBig={A,g:big}\s*</record>
        </template>
    </templateList>
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:module[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:module[@cmlx:templateRef='NULL_ID']" />
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l301.dispersion


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.dispersion



	pattern

	\s+R6Disp.*



	endPattern

	.*



	endOffset

	0



	xml:base

	l301/l301.dispersion.xml







Input



>
 R6Disp:  Grimme-D3 Dispersion energy=       -0.0624258977 Hartrees.






Input



.. warning::






Current template has input comments defined but it’s output is missing, please notify software developers.





Template definition



<record>\s+R6Disp:{X,g:empdispersion}Dispersion\senergy={F,g:dispenergy}Hartrees.*</record>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='g:dispenergy']" value="nonsi:hartree" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
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l301.pcm.nonstandard


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.pcm.nonstandard



	pattern

	\sUsing\sthe\sfollowing\snon\-standard\sinput\sfor\sPCM:.*



	endPattern

	\s*\-\-\-\send\sof\snon\-standard\sinput\..*



	name

	Polarizable continuum model - nonstandard



	endOffset

	1



	repeat

	*



	xml:base

	l301/l301.pcm.nonstandard.xml







Input



Using the following non-standard input for PCM:
EPS=37.8
RSOLV=2.642
SPHEREONH=25
SPHEREONH=26
SPHEREONH=27
SPHEREONH=28
SPHEREONH=29
SPHEREONH=30
SPHEREONH=31
SPHEREONH=32
SPHEREONH=33
SPHEREONH=34
SPHEREONH=35
SPHEREONH=36
SPHEREONH=37
SPHEREONH=38
SPHEREONH=39
SPHEREONH=40
SPHEREONH=41
SPHEREONH=42
SPHEREONH=43
SPHEREONH=44
SPHEREONH=45
--- end of non-standard input.






Output text



<comment class="example.output" id="l301.pcm.nonstandard1">
        <module cmlx:lineCount="25" cmlx:templateRef="l301.pcm.nonstandard">
            <scalar dataType="xsd:double" dictRef="cc:eps">37.8</scalar>
            <scalar dataType="xsd:double" dictRef="cc:rsolv" units="nonsi:angstrom">2.642</scalar>
            <array dataType="xsd:integer" size="21" dictRef="cc:sphereonh">25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45</array>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record id="eps">\s+EPS\={F,cc:eps}</record>
<record id="rsolv">\s+RSOLV\={F,cc:rsolv}</record>
<record id="sphereonh" repeat="*">\s+SPHEREONH\={I,cc:sphereonh}</record>
<record repeat="1" />
<transform process="createArray" xpath="." from="./descendant-or-self::cml:scalar[@dictRef='cc:sphereonh']" />
<transform process="pullup" xpath="./cml:list/*" repeat="1" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:rsolv']" value="nonsi:angstrom" />
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l301.pcm.standard


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.pcm.standard



	pattern

	\sPolarizable\sContinuum\sModel\s+\(PCM\).*



	endPattern

	\s*\-+.*



	name

	Polarizable continuum model - standard



	endOffset

	1



	repeat

	*



	xml:base

	l301/l301.pcm.standard.xml







Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : UA0 (Simple United Atom Topological Model).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity               : GePol (RMin=0.200 OFac=0.890).
                       Default sphere list used, NSphG=   54.
                       Tesserae with average area of 0.200 Ang**2.
Solvent              : Acetone, Eps     =  20.700000
                              Eps(inf)=   1.841000
                              RSolv   =   2.380000 Ang.
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : UA0 (Simple United Atom Topological Model).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity               : GePol (RMin=0.200 OFac=0.890).
                       Default sphere list used, NSphG=   45.
                       Tesserae with average area of 0.200 Ang**2.
Solvent              : non-standard Water,
                       Eps                           =  37.800000
                       Eps(infinity)                 =   1.776000
                       d(Eps)/dT                     =  -0.356200 K**-1
                       Molar volume                  =  18.070000 Ang**3
                       Numeral density               =   0.033480 Ang**-3
                       Absolute temperature          = 298.150000 K
                       Thermal expansion coefficient =   0.000257 K**-1
                       RSolv                         =   2.642000 Ang.
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : SMD-Coulomb.
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity type          : VdW (van der Waals Surface) (Alpha=1.000).
Cavity algorithm     : GePol (No added spheres)
                       Default sphere list used, NSphG=    2.
                       Lebedev-Laikov grids with approx.  5.0 points / Ang**2.
                       Smoothing algorithm: Karplus/York (Gamma=1.0000).
                       Polarization charges: spherical gaussians, with
                                             point-specific exponents (IZeta= 3).
                       Self-potential: point-specific (ISelfS= 7).
                       Self-field    : sphere-specific E.n sum rule (ISelfD= 2).
1st derivatives      : Analytical E(r).r(x)/FMM algorithm (CHGder, D1EAlg=3).
                       Cavity 1st derivative terms included.
Solvent              : Water, Eps=  78.355300 Eps(inf)=   1.777849
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : C-PCM.
Atomic radii         : UFF (Universal Force Field).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity type          : Scaled VdW (van der Waals Surface) (Alpha=1.100).
Cavity algorithm     : GePol (No added spheres)
                       Default sphere list used, NSphG=    2.
                       Lebedev-Laikov grids with approx.  5.0 points / Ang**2.
                       Smoothing algorithm: Karplus/York (Gamma=1.0000).
                       Polarization charges: spherical gaussians, with
                                             point-specific exponents (IZeta= 3).
                       Self-potential: point-specific (ISelfS= 7).
                       Self-field    : sphere-specific E.n sum rule (ISelfD= 2).
1st derivatives      : Analytical E(r).r(x)/FMM algorithm (CHGder, D1EAlg=3).
                       Cavity 1st derivative terms included.
Solvent              : Water, Eps=  78.355300 Eps(inf)=   1.777849
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : UFF (Universal Force Field).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity type          : Scaled VdW (van der Waals Surface) (Alpha=1.100).
Cavity algorithm     : GePol (No added spheres)
                       Default sphere list used, NSphG=    2.
                       Lebedev-Laikov grids with approx.  5.0 points / Ang**2.
                       Smoothing algorithm: Karplus/York (Gamma=1.0000).
                       Polarization charges: spherical gaussians, with
                                             point-specific exponents (IZeta= 3).
                       Self-potential: point-specific (ISelfS= 7).
                       Self-field    : sphere-specific E.n sum rule (ISelfD= 2).
1st derivatives      : Analytical E(r).r(x)/FMM algorithm (CHGder, D1EAlg=3).
                       Cavity 1st derivative terms included.
Solvent              : Water, Eps=  78.355300 Eps(inf)=   1.777849
------------------------------------------------------------------------------






Output text



<comment class="example.output" id="l301.pcm.standard1">
        <module cmlx:lineCount="14" cmlx:templateRef="l301.pcm.standard">
             <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
             <scalar dataType="xsd:string" dictRef="g:atomicradii">UA0</scalar>
             <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
             <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
             <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
             <scalar dataType="xsd:string" dictRef="g:solvent">Acetone</scalar>
             <scalar dataType="xsd:double" dictRef="g:eps">20.7</scalar>
             <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.841</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard2">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">UA0</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">non-standard Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">37.8</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.776</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard3">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">SMD-Coulomb.</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">78.3553</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.777849</scalar>
        </module>

    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard4">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">C-PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">UFF</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">78.3553</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.777849</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard5">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">UFF</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">78.3553</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.777849</scalar>
        </module>
    </comment>






Template definition



<record repeat="2" />
<record id="model">\sModel\s+\:\s*{X,g:model}\..*</record>
<record id="atomicradii">\sAtomic\sradii\s+\:\s*{A,g:atomicradii}\.*\s*(\(.*\))*\.*\s*</record>
<record id="polarcharges">\sPolarization\scharges\s+\:\s*{X,g:polarcharges}\.\s*</record>
<record id="chargecompensation">\sCharge\scompensation\s+\:\s*{X,g:chargecompensation}\.\s*</record>
<record id="solutionmethod">\sSolution\smethod\s+\:\s*{X,g:solutionmethod}\.\s*</record>
<templateList>  <template pattern="\s+Solvent.*Eps.*Eps.*" endPattern=".*" endOffset="0" repeat="*">    <record id="solventeps">\s+Solvent\s+\:{X,g:solvent},\s+Eps\s*\=\s*{F,g:eps}\s*Eps\(inf\)\=\s*{F,g:epsinfinity}\s*</record>
        </template>  <template pattern="\s+Solvent\s+\:\s+.*Eps.*" endPattern=".*" endOffset="0">    <record id="solventeps">\s+Solvent\s+\:\s+{X,g:solvent},\s+Eps\s+\=\s+{F,g:eps}</record>
        </template>  <template pattern="^\s+Solvent((?!Eps).)*$" endPattern=".*" endOffset="0">    <record id="solvent">\s+Solvent\s*\:\s*{X,g:solvent}\s*,.*</record>
        </template>  <template pattern="\s+Eps\s*\=.*" endPattern=".*" endOffset="0">    <record id="eps">\s+Eps\s*\={F,g:eps}</record>
        </template>  <template pattern="\s+Eps\(inf.*" endPattern=".*" endOffset="0">    <record id="epsinfinity">.*\={F,g:epsinfinity}</record>
        </template>  <template pattern="^(?!(\s*Solvent)|(\s*Eps)).*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record />
        </template>
    </templateList>
<transform process="pullup" xpath="./cml:module/cml:list/cml:list/cml:scalar" />
<transform process="pullup" xpath="./cml:module/cml:list/cml:scalar" repeat="2" />
<transform process="pullup" xpath="./cml:list/cml:scalar" repeat="1" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:module[count(*)=0]" />
<transform process="delete" xpath="./cml:module[@cmlx:templateRef='NULL_ID']" />
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	l302.basis

	l302.basis2








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l302



	name

	Generates basis set information



	repeat

	*



	endOffset

	1



	pattern

	\s*\(Enter.*l302\..*



	endPattern

	\s*Leave\sLink\s+302\s.*



	keep

	firstandlast



	xml:base

	l302.xml







Comment



  (Enter /opt/G09/g09/l302.exe)
NPDir=0 NMtPBC=     1 NCelOv=     1 NCel=       1 NClECP=     1 NCelD=      1
        NCelK=      1 NCelE2=     1 NClLst=     1 CellRange=     0.0.
One-electron integrals computed using PRISM.
  1 Symmetry operations used in ECPInt.
ECPInt:  NShTT=   38226 NPrTT=  227775 LenC2=   30176 LenP2D=   93518.
LDataN:  DoStor=T MaxTD1= 5 Len=  102
NBasis=   750 RedAO= T  NBF=   750
NBsUse=   749 1.00D-06 NBFU=   749
Precomputing XC quadrature grid using
IXCGrd= 2 IRadAn=           0 IRanWt=          -1 IRanGd=           0 AccXCQ= 1.00D-10.
NRdTot=    4848 NPtTot=      635446 NUsed=      670344 NTot=      670376
NSgBfM=   726   726   727   727   734 NAtAll=    73    73.
Leave Link  302 at Tue Dec 20 22:59:08 2011, MaxMem= 2516582400 cpu:      22.7






Template definition



<templateList>  <xi:include href="l302/l302.basis.xml" />  <xi:include href="l302/l302.basis2.xml" />
  </templateList>
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l302.basis


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l302.basis



	name

	basis



	repeat

	*



	pattern

	\s*NPDir=0.*



	endPattern

	\s*NBsUse=.*



	endPattern2

	.*$\s+{10,}1.*



	endOffset

	1



	xml:base

	l302/l302.basis.xml







Input



NPDir=0 NMtPBC=     1 NCelOv=     1 NCel=       1 NClECP=     1 NCelD=      1
        NCelK=      1 NCelE2=     1 NClLst=     1 CellRange=     0.0.
One-electron integrals computed using PRISM.
NBasis=   202 RedAO= T  NBF=   202
NBsUse=   202 1.00D-06 NBFU=   202






Input



NPDir=0 NMtPBC=     1 NCelOv=     1 NCel=       1 NClECP=     1 NCelD=      1
        NCelK=      1 NCelE2=     1 NClLst=     1 CellRange=     0.0.
One-electron integrals computed using PRISM.
NBasis=    19 RedAO= T  NBF=    10     1     3     5
NBsUse=    19 1.00D-06 NBFU=    10     1     3     5






Output text



<comment class="example.output" id="l302.basis">
    <module cmlx:templateRef="l302.basis">
      <list cmlx:templateRef="basis">
        <array dataType="xsd:string" size="11" dictRef="g:basis">NPDir=0 NMtPBC= 1 NCelOv= 1 NCel= 1 NClECP= 1 NCelD= 1</array>
        <array dataType="xsd:string" size="8" dictRef="g:basis">NCelK= 1 NCelE2= 1 NClLst= 1 CellRange= 0.0.</array>
        <array dataType="xsd:string" size="5" dictRef="g:basis">One-electron integrals computed using PRISM.</array>
        <array dataType="xsd:string" size="6" dictRef="g:basis">NBasis= 202 RedAO= T NBF= 202</array>
        <array dataType="xsd:string" size="5" dictRef="g:basis">NBsUse= 202 1.00D-06 NBFU= 202</array>
      </list>
    </module>
  </comment>






Output text



<comment class="example.output" id="l302.basis.1">
    <module cmlx:templateRef="l302.basis">
      <list cmlx:templateRef="basis">
        <array dataType="xsd:string" size="11" dictRef="g:basis">NPDir=0 NMtPBC= 1 NCelOv= 1 NCel= 1 NClECP= 1 NCelD= 1</array>
        <array dataType="xsd:string" size="8" dictRef="g:basis">NCelK= 1 NCelE2= 1 NClLst= 1 CellRange= 0.0.</array>
        <array dataType="xsd:string" size="5" dictRef="g:basis">One-electron integrals computed using PRISM.</array>
        <array dataType="xsd:string" size="9" dictRef="g:basis">NBasis= 19 RedAO= T NBF= 10 1 3 5</array>
        <array dataType="xsd:string" size="8" dictRef="g:basis">NBsUse= 19 1.00D-06 NBFU= 10 1 3 5</array>
      </list>
    </module>
  </comment>






Template definition



<record id="basis" repeat="*">\s*{1_20A,g:basis}\s*</record>








          

      

      

    

  

  
    

    l302.basis2
    

    

   


  

    
      
          
            
  
l302.basis2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l302.basis2



	name

	basis



	repeat

	*



	pattern

	\s*Precomputing XC.*



	endPattern

	\s*NSgBfM=.*



	endOffset

	1



	xml:base

	l302/l302.basis2.xml







Input



Precomputing XC quadrature grid using
IXCGrd= 2 IRadAn=           0 IRanWt=          -1 IRanGd=           0.
NRdTot=     965 NPtTot=      122250 NUsed=      129066 NTot=      129098
NSgBfM=   209   209   209   209.






Output text



<comment class="example.output" id="l302.basis2">
    <module cmlx:templateRef="l302.basis2">
      <list cmlx:templateRef="basis">
        <array dataType="xsd:string" size="5" dictRef="g:basis">Precomputing XC quadrature grid using</array>
        <array dataType="xsd:string" size="8" dictRef="g:basis">IXCGrd= 2 IRadAn= 0 IRanWt= -1 IRanGd= 0.</array>
        <array dataType="xsd:string" size="8" dictRef="g:basis">NRdTot= 965 NPtTot= 122250 NUsed= 129066 NTot= 129098</array>
        <array dataType="xsd:string" size="5" dictRef="g:basis">NSgBfM= 209 209 209 209.</array>
      </list>
    </module>
  </comment>






Template definition



<record id="basis" repeat="*">\s*{1_20A,g:basis}\s*</record>








          

      

      

    

  

  
    

    l303.basis
    

    

   


  

    
      
          
            
  
l303.basis


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l303.basis



	name

	basis



	repeat

	*



	pattern

	\s*DipDrv.*



	endPattern

	.*



	keep

	first



	xml:base

	l303.basis.xml







Input



(Enter /usr/local/Gaussian/g03/l303.exe)
DipDrv:  MaxL=1.
Leave Link  303 at Wed Aug 30 23:00:30 2006, MaxMem=    6291456 cpu:       0.1






Output text



<comment class="example.output.raw" id="l303.basis">
 </comment>






Template definition



<record id="l303">\s*DipDrv:  MaxL={I,g:dipdrv}.*</record>








          

      

      

    

  

  
    

    l401
    

    

   


  

    
      
          
            
  
l401



	l401.orbsym
	l4601.occupied

	l4601.virtual

	l601.state





	l401.alphabeta
	l4601.occupied

	l4601.virtual












Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l401



	name

	Generates basis set information



	repeat

	1



	endOffset

	1



	pattern

	\s*\(Enter.*l401\..*



	endPattern

	\s*Leave\sLink\s+401\s.*



	xml:base

	l401.xml







Comment



 (Enter /opt/G09/g09/l401.exe)
 Initial guess read from the read-write file.
 B after Tr=     0.000000    0.000000    0.000000
         Rot=    1.000000    0.000000    0.000000    0.000000 Ang=   0.00 deg.
 Guess basis will be translated and rotated to current coordinates.
 Initial guess orbital symmetries:
       Occupied  (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A)
       Virtual   (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                 (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
...
Leave Link  401 at Tue Dec 20 22:59:23 2011, MaxMem= 2516582400 cpu:     119.3






Template definition



<templateList>  <xi:include href="l401/l401.orbsym.xml" />  <xi:include href="l401/l401.alphabeta.xml" />
  </templateList>








          

      

      

    

  

  
    

    l401.orbsym
    

    

   


  

    
      
          
            
  
l401.orbsym



	l4601.occupied

	l4601.virtual

	l601.state








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l401.orbsym



	name

	l401 orbital symmetries



	repeat

	*



	pattern

	\s*((Harris)|(ExpMin)|(HarFok)|(ScaDFX)).*



	pattern2

	\s*Initial guess orbital symmetries.*$\s*Occupied\s*\(.*



	endPattern

	~



	endOffset

	0



	xml:base

	l401/l401.orbsym.xml







Input



Harris functional with IExCor=  402 diagonalized for initial guess.
ExpMin= 1.61D-01 ExpMax= 3.05D+03 ExpMxC= 4.57D+02 IAcc=1 IRadAn=         1 AccDes= 1.00D-06
HarFok:  IExCor= 402 AccDes= 1.00D-06 IRadAn=         1 IDoV=1
ScaDFX=  1.000000  1.000000  1.000000  1.000000
Initial guess orbital symmetries:
      Occupied  (A1) (A1) (T2) (T2) (T2)
      Virtual   (A1) (T2) (T2) (T2) (T2) (T2) (T2) (T2) (T2) (T2)
                (A1) (A1) (E) (E) (T2) (T2) (T2) (A1)
The electronic state of the initial guess is 1-A.






Output text



<comment class="example.output" id="l401.orbsym">
    <module cmlx:templateRef="l401.orbsym">
      <list cmlx:templateRef="harris">
        <scalar dataType="xsd:string" dictRef="g:expmin">functional with IExCor=  402 diagonalized for initial guess.</scalar>
        <scalar dataType="xsd:string" dictRef="g:expmin">= 1.61D-01 ExpMax= 3.05D+03 ExpMxC= 4.57D+02 IAcc=1 IRadAn=         1 AccDes= 1.00D-06</scalar>
        <scalar dataType="xsd:string" dictRef="g:expmin">IExCor= 402 AccDes= 1.00D-06 IRadAn=         1 IDoV=1</scalar>
        <scalar dataType="xsd:string" dictRef="g:expmin">1.000000  1.000000  1.000000  1.000000</scalar>
      </list>
      <module cmlx:lineCount="1" cmlx:templateRef="l4601.occupied">
        <list cmlx:templateRef="occ">
          <array dataType="xsd:string" size="5" dictRef="g:occorbs" delimiter="|">(A1)|(A1)|(T2)|(T2)|(T2)</array>
        </list>
      </module>
       <module cmlx:lineCount="2" cmlx:templateRef="l4601.virtual">
        <list cmlx:templateRef="virt">
            <array dataType="xsd:string" delimiter="|" dictRef="g:virtorbs" size="18">(A1)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(A1)|(A1)|(E)|(E)|(T2)|(T2)|(T2)|(A1)</array>
        </list>
      </module>
      <module cmlx:lineCount="1" cmlx:templateRef="l601.state">
        <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
      </module>
    </module>
  </comment>






Template definition



<templateList>  <template id="harris" pattern="\s*((Harris)|(ExpMin)|(HarFok)|(ScaDFX)).*" endPattern="\s*Initial\sguess\sorbital\ssymmetries:.*">    <record id="harris" repeat="*">\s*((Harris)|(ExpMin)|(HarFok)|(ScaDFX)){X,g:expmin}</record>
    </template>  <xi:include href="l401/l4601.occupied.xml" />  <xi:include href="l401/l4601.virtual.xml" />  <xi:include href="l401/../l601/l601.state.xml" />
  </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='harris']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    l4601.occupied
    

    

   


  

    
      
          
            
  
l4601.occupied

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.occupied



	pattern

	\s*Occupied\s*\(.*



	repeat

	*



	endPattern

	.*$\s+(Virtual|The).*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.occupied.xml







Template definition



<record id="occ">\s*Occupied\s*{1_20A,g:occorbs}</record>
<record id="occ" repeat="*">\s*{1_20A,g:occorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:occorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:occorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />








          

      

      

    

  

  
    

    l4601.virtual
    

    

   


  

    
      
          
            
  
l4601.virtual

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.virtual



	pattern

	\s*Virtual\s*\(.*



	repeat

	*



	endPattern

	.*$\s+The.*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.virtual.xml







Template definition



<record id="virt">\s*Virtual\s*{1_20A,g:virtorbs}</record>
<record id="virt" repeat="*">\s*{1_20A,g:virtorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:virtorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:virtorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />








          

      

      

    

  

  
    

    l601.state
    

    

   


  

    
      
          
            
  
l601.state


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.state



	name

	Electronic state



	repeat

	*



	pattern

	\s*The electronic state.*



	endPattern

	.*



	endPattern2

	~



	endOffset

	0



	keep

	first



	xml:base

	l601/l601.state.xml







Input



The electronic state of the initial guess is 1-A.






Input



The electronic state is 1-A.






Output text



<comment class="example.output" id="l601.state">
    <module cmlx:templateRef="l601.state">
      <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
    </module>
  </comment>






Output text



<comment class="example.output" id="l601.state1">
    <module cmlx:templateRef="l601.state">
      <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
    </module>
  </comment>






Template definition



<record id="l601.state">\s*The electronic state\s*.*\s*is{A,g:l601.state}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l401.alphabeta
    

    

   


  

    
      
          
            
  
l401.alphabeta



	l4601.occupied

	l4601.virtual








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l401.alphabeta



	name

	Alpha or Beta orbitals



	repeat

	*



	pattern

	\s*((Alpha)|(Beta))\s+Orbitals:\s*



	endPattern

	\s*\(.*$\s\S.*



	endOffset

	1



	xml:base

	l401/l401.alphabeta.xml







Input



Alpha Orbitals:
      Occupied  (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A)
      Virtual   (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A)
Beta  Orbitals:
      Occupied  (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A)
      Virtual   (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A)






Output text



<comment class="example.output" id="l401.alphabeta">
    <module cmlx:templateRef="l401.alphabeta">
      <list cmlx:templateRef="alphabeta">
        <scalar dataType="xsd:string" dictRef="g:l401.type">Alpha</scalar>
      </list>
      <list cmlx:templateRef="l401">
        <array dataType="xsd:string" size="13" dictRef="g:l401">Occupied (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="2" dictRef="g:l401">(A) (A)</array>
        <array dataType="xsd:string" size="13" dictRef="g:l401">Virtual (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="4" dictRef="g:l401">(A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="2" dictRef="g:l401">Beta Orbitals:</array>
        <array dataType="xsd:string" size="13" dictRef="g:l401">Occupied (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="1" dictRef="g:l401">(A)</array>
        <array dataType="xsd:string" size="13" dictRef="g:l401">Virtual (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="5" dictRef="g:l401">(A) (A) (A) (A) (A)</array>
      </list>
    </module>
  </comment>






Template definition



<record id="alphabeta">\s*{A,g:l401.type}\s*Orbitals:\s*</record>
<record id="l401" repeat="*">\s*{1_20A,g:l401}\s*</record>
<templateList>  <xi:include href="l401/l4601.occupied.xml" />  <xi:include href="l401/l4601.virtual.xml" />
  </templateList>








          

      

      

    

  

  
    

    l4601.occupied
    

    

   


  

    
      
          
            
  
l4601.occupied

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.occupied



	pattern

	\s*Occupied\s*\(.*



	repeat

	*



	endPattern

	.*$\s+(Virtual|The).*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.occupied.xml







Template definition



<record id="occ">\s*Occupied\s*{1_20A,g:occorbs}</record>
<record id="occ" repeat="*">\s*{1_20A,g:occorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:occorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:occorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />








          

      

      

    

  

  
    

    l4601.virtual
    

    

   


  

    
      
          
            
  
l4601.virtual

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.virtual



	pattern

	\s*Virtual\s*\(.*



	repeat

	*



	endPattern

	.*$\s+The.*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.virtual.xml







Template definition



<record id="virt">\s*Virtual\s*{1_20A,g:virtorbs}</record>
<record id="virt" repeat="*">\s*{1_20A,g:virtorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:virtorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:virtorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />








          

      

      

    

  

  
    

    l405
    

    

   


  

    
      
          
            
  
l405


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l405



	name

	l405



	pattern

	\s*\(Enter.*\/l405.exe\).*



	pattern2

	\s*Truncation\sLevel=.*



	endPattern

	\s*Leave\sLink\s*405.*



	endPattern2

	\s*Len28=.*



	endOffset

	1



	repeat

	*



	xml:base

	l405.xml







Input



  (Enter /mnt/data/applications/G09/g09/l405.exe)
         Truncation Level=               99999
         a=  1          b=  0          c=  3
         a=N/2 - s   b=2s   c=n- (a+b)
         no. active orbitals (n)  4
         no. active ELECTRONS (N)=  2
                                                 IRREPS TO BE RETAINED = 1 2
                                                 GROUP IRREP. MULT. TABLE
                                                     1    2
                                                     2    1
                                                 IRREP. LABELS FOR ORBITALS
                                                  2 1 1 1
         BOTTOM WEIGHT=  2     TOP WEIGHT=  8
         Configuration         1 Symmetry 1 1000
         Configuration         2 Symmetry 2 ab00
         Configuration         3 Symmetry 1 0100
         Configuration         4 Symmetry 2 a0b0
         Configuration         5 Symmetry 1 0ab0
         Configuration         6 Symmetry 2 a00b
         Configuration         7 Symmetry 1 0010
         Configuration         8 Symmetry 1 0a0b
         Configuration         9 Symmetry 1 00ab
         Configuration        10 Symmetry 1 0001
         NO OF BASIS FUNCTIONS =        10 NO TO BE DELETED =    0
CI Matrix Elements calculated here
         NO. OF CONFIGURATIONS IN REFERENCE SPACE =    1
                                  SECONDARY SPACE =   10
                                  TERTIARY SPACE =   10
         NO. OF ORBITALS =    4
         NO. OF ELECTRONS =    2
         NO. OF WEIGHTS =    7
         REFERENCE STATE CONFIGURATIONS ARE:     0
         NO. OF CORE ORBITALS =    0
         OPTION:  NON-DIAGONAL HOLE LINE INTERACTIONS INCLUDED
Len28=        2263 LenMCI=         445.
Leave Link  405 at Thu Mar  5 03:32:45 2015, MaxMem=   917504000 cpu:        18.8






Output text



<comment class="example.output" id="l405">
    <module cmlx:templateRef="l405">
        <scalar dataType="xsd:integer" dictRef="g:orbitalnum">4</scalar>
        <scalar dataType="xsd:integer" dictRef="g:electronnum">2</scalar>
    </module>
  </comment>






Template definition



<templateList>  <template pattern="\s*NO\.\sOF\sORBITALS.*" endPattern="\s*NO\.\sOF\sELECTRONS.*" endOffset="1">    <record>\s*NO\.\sOF\sORBITALS\s*={I,g:orbitalnum}</record>    <record>\s*NO\.\sOF\sELECTRONS\s*={I,g:electronnum}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
    </template>
  </templateList>
<transform process="delete" xpath="./cml:module" />
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	l502.cycle

	l502.footer








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l502



	name

	l502



	repeat

	*



	pattern

	\s*(.*)\s+shell\s+SCF:.*



	endPattern

	\s*KE=.*PE=.*EE=.*



	endOffset

	1



	xml:base

	l502.xml







Comment



UHF open shell SCF:
Requested convergence on RMS density matrix=1.00D-08 within 128 cycles.
Requested convergence on MAX density matrix=1.00D-06.
Requested convergence on             energy=1.00D-06.
No special actions if energy rises.
Using DIIS extrapolation, IDIIS=  1040.
Integral symmetry usage will be decided dynamically.
      111319 words used for storage of precomputed grid.
IEnd=    316322 IEndB=    316322 NGot=   6291456 MDV=   6044905
LenX=   6044905
Fock matrices will be formed incrementally for  20 cycles.

Cycle   1  Pass 1  IDiag  1:
Petite list used in FoFDir.






Input



 Closed shell SCF:
 Requested convergence on RMS density matrix=1.00D-08 within 128 cycles.
 Requested convergence on MAX density matrix=1.00D-06.
 Requested convergence on             energy=1.00D-06.
...
 KE= 2.703895691388D+02 PE=-1.168579154050D+03 EE= 3.570202403265D+02






Output text



<comment class="example.output.raw" id="l502">
    <module cmlx:templateRef="l502.cycle">

      <list cmlx:templateRef="cycle">
        <list>
          <scalar dataType="xsd:integer" dictRef="cc:cycle">1</scalar>
          <scalar dataType="xsd:integer" dictRef="g:pass">0</scalar>
          <scalar dataType="xsd:integer" dictRef="g:idiag">1</scalar>
        </list>
      </list>
      <module cmlx:lineCount="1" cmlx:templateRef="l502.e">
        <list cmlx:templateRef="l502.e">
          <scalar dataType="xsd:double" dictRef="g:l502.e">-416.922513179685</scalar>
        </list>
      </module> Cycle 2 Pass 1 IDiag 1:
      <module cmlx:lineCount="1" cmlx:templateRef="l502.ediff">
        <list cmlx:templateRef="l502.ediff">
          <list>
            <scalar dataType="xsd:double" dictRef="g:l502.e">-271.638809156166</scalar>
            <scalar dataType="xsd:double" dictRef="g:l502.deltae">-1.3827246E-5</scalar>
          </list>
        </list>
      </module>
    </module>
  </comment>






Template definition



<templateList>  <template id="l502.type" pattern="\s+\w+\s+\w+\s+shell\s*SCF.*" endPattern=".*" endOffset="0">    <record id="l502.type">\s+\w+\s+{A,g:l502.type}\s+.*</record>
    </template>  <template id="l502.type" pattern="\s+\w+\s+shell\s*SCF.*" endPattern=".*" endOffset="0">    <record id="l502.type">\s+{A,g:l502.type}\s+.*</record>
    </template>
  </templateList>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='g:l502.type']" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<templateList>  <xi:include href="l502/l502.cycle.xml" />  <xi:include href="l502/l502.footer.xml" />
  </templateList>
<record id="l502" repeat="*">{X,g:l502}</record>
<transform process="delete" xpath="parent::cml:module[@cmlx:templateRef='job'][exists(.//cml:module[@cmlx:templateRef='l103'])]/cml:module[@cmlx:templateRef='l502' ][position() != last()]" />
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l502.cycle


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l502.cycle



	repeat

	*



	pattern

	\s*Cycle .*



	endPattern

	\s*$\s*SCF.*



	endPattern2

	\s*Error.*$\s*SCF.*



	endOffset

	0



	xml:base

	l502/l502.cycle.xml







Comment



  Cycle   1  Pass 1  IDiag  1:
Petite list used in FoFDir.
MinBra= 0 MaxBra= 2 Meth= 1.
IRaf=       0 NMat=   1 IRICut=       1 DoRegI=T DoRafI=F ISym2E= 1 JSym2E=1.
E= -1152.11674488931
DIIS: error= 2.35D-04 at cycle   1 NSaved=   1.
NSaved= 1 IEnMin= 1 EnMin= -1152.11674488931     IErMin= 1 ErrMin= 2.35D-04
ErrMax= 2.35D-04 EMaxC= 1.00D-01 BMatC= 9.83D-05 BMatP= 9.83D-05
IDIUse=3 WtCom= 9.98D-01 WtEn= 2.35D-03
Coeff-Com:  0.100D+01
Coeff-En:   0.100D+01
Coeff:      0.100D+01
Gap=     0.206 Goal=   None    Shift=    0.000
Gap=     0.095 Goal=   None    Shift=    0.000
RMSDP=8.31D-04 MaxDP=5.06D-02              OVMax= 2.17D-03






Input



Cycle   1  Pass 0  IDiag  1:
E= -416.922513179685
DIIS: error= 2.67D-02 at cycle   1 NSaved=   1.
NSaved= 1 IEnMin= 1 EnMin= -416.922513179685     IErMin= 1 ErrMin= 2.67D-02
ErrMax= 2.67D-02 EMaxC= 1.00D-01 BMatC= 3.45D-01 BMatP= 3.45D-01
IDIUse=3 WtCom= 7.33D-01 WtEn= 2.67D-01
Coeff-Com:  0.100D+01
Coeff-En:   0.100D+01
Coeff:      0.100D+01
Gap=     0.238 Goal=   None    Shift=    0.000
GapD=    0.238 DampG=1.000 DampE=0.500 DampFc=0.5000 IDamp=-1.
Damping current iteration by 5.00D-01
RMSDP=9.59D-03 MaxDP=2.30D-01              OVMax= 2.42D-01

Cycle   2  Pass 1  IDiag  1:
RMSU=  1.75D-04    CP:  9.90D-01
E= -271.638809156166     Delta-E=       -0.000013827246 Rises=F Damp=F
DIIS: error= 1.91D-04 at cycle   2 NSaved=   2.
NSaved= 2 IEnMin= 2 EnMin= -271.638809156166     IErMin= 2 ErrMin= 1.91D-04
ErrMax= 1.91D-04 EMaxC= 1.00D-01 BMatC= 3.55D-06 BMatP= 1.92D-05
IDIUse=3 WtCom= 9.98D-01 WtEn= 1.91D-03
Coeff-Com:  0.226D+00 0.774D+00
Coeff-En:   0.000D+00 0.100D+01
Coeff:      0.226D+00 0.774D+00
Gap=     0.232 Goal=   None    Shift=    0.000
RMSDP=3.58D-05 MaxDP=1.35D-03 DE=-1.38D-05 OVMax= 6.41D-04

SCF Done:






Output text



<comment class="example.output" id="l502.basis">
<module cmlx:templateRef="l502.cycle">
  <list cmlx:templateRef="cycle">
    <list>
      <scalar dataType="xsd:integer" dictRef="cc:cycle">1</scalar>
      <scalar dataType="xsd:integer" dictRef="g:pass">0</scalar>
      <scalar dataType="xsd:integer" dictRef="g:idiag">1</scalar>
    </list>
  </list>
  <module cmlx:lineCount="1" cmlx:templateRef="l502.e">
    <list cmlx:templateRef="l502.e">
      <scalar dataType="xsd:double" dictRef="g:l502.e">-416.922513179685</scalar>
    </list>
  </module> Cycle 2 Pass 1 IDiag 1:
  <module cmlx:lineCount="1" cmlx:templateRef="l502.ediff">
    <list cmlx:templateRef="l502.ediff">
      <list>
        <scalar dataType="xsd:double" dictRef="g:l502.e">-271.638809156166</scalar>
        <scalar dataType="xsd:double" dictRef="g:l502.deltae">-1.3827246E-5</scalar>
      </list>
    </list>
  </module>
</module>
  </comment>






Template definition



<record id="cycle" repeat="*">\s*Cycle\s*{I,cc:cycle}\s*Pass{I,g:pass}\s*IDiag{I,g:idiag}\:\s*</record>
<templateList>  <template id="l502.ediff" pattern="\sE\=.*Delta\-E.*" repeat="*" endPattern=".*">    <record id="l502.ediff" repeat="*">\s*E={F,g:l502.e}\s+Delta\-E={F,g:l502.deltae}.*</record>
    </template>  <template id="l502.e" pattern="\sE\=.*" repeat="*" endPattern=".*">    <record id="l502.e" repeat="*">\s*E=\s*{F,g:l502.e}\s*</record>
    </template>  <template id="l502.discard" repeat="*" pattern="\s*((Petite)|(MinBra)|(IRaf)|(DIIS)|(NSaved)|(ErrMax)|(IDIUse)|(Coeff)|(Gap)|(Damping)|(RMSDP)|(RMSU)).*" endPattern=".*">    <record id="l502.discard" repeat="*">\s*((Petite)|(MinBra)|(IRaf)|(DIIS)|(NSaved)|(ErrMax)|(IDIUse)|(Coeff)|(Gap)|(Damping)|(RMSDP)|(RMSU)).*</record>
    </template>
  </templateList>
<transform process="delete" xpath=".//*[@cmlx:templateRef='l502.discard']" />
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l502.footer


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l502.footer



	repeat

	*



	pattern

	.*\s*SCF Done:\s+E\(.*\).*



	endPattern

	.*$.*KE=.*



	endPattern2

	~



	endOffset

	2



	xml:base

	l502/l502.footer.xml







Comment



SCF Done:  E(RB-P86) =  -1.14831971349     A.U. after    9 cycles
NFock=  9  Conv=0.80D-13     -V/T= 1.8985






Input



SCF Done:  E(RB+HF-LYP) =  -417.223184664     A.U. after   19 cycles
            Convg  =    0.2681D-10             -V/T =  2.0055
            S**2   =   0.0000
KE= 4.149247745565D+02 PE=-1.756836163664D+03 EE= 5.341925757536D+02






Output text



<comment class="example.output" id="l502.footer">
    <module cmlx:templateRef="l502.footer">
      <list cmlx:templateRef="scfdone">
        <list>
          <scalar dataType="xsd:double" dictRef="g:rbhflyp" units="nonsi:hartree">-417.223184664</scalar>
          <scalar dataType="xsd:integer" dictRef="cc:ncycle">19</scalar>
        </list>
      </list>
      <list cmlx:templateRef="vovert">
        <list>
          <scalar dataType="xsd:double" dictRef="g:convg">2.681E-11</scalar>
          <scalar dataType="xsd:double" dictRef="cc:vovert">2.0055</scalar>
        </list>
      </list>
      <list cmlx:templateRef="ssquared">
        <scalar dataType="xsd:double" dictRef="g:ssquared">0.0</scalar>
      </list>
      <list cmlx:templateRef="scfdone">
        <list>
          <scalar dataType="xsd:double" dictRef="cc:kinener">414.9247745565</scalar>
          <scalar dataType="xsd:double" dictRef="cc:potener">-1756.836163664</scalar>
          <scalar dataType="xsd:double" dictRef="cc:eener">534.1925757536</scalar>
        </list>
      </list>
    </module>
  </comment>






Template definition



<record id="scfdone">\s*SCF Done:\s+E\(.*\) ={F,g:rbhflyp}\s+A\.U\.\s+after{I,cc:ncycle}cycles\s*</record>
<templateList>  <template id="vovert" pattern="\s*Convg\s*=.*" endPattern=".*" endOffset="0">    <record id="vovert" repeat="*">\s*Convg\s*={E,g:convg}\s+\-V\/T\s*={F,cc:vovert}</record>
    </template>  <template id="ssquared" pattern="\s*S\*\*2.*" endPattern=".*" endOffset="0">    <record id="ssquared">\s*S\*\*2\s+={F,g:ssquared}\s*</record>
    </template>  <template id="ssquared" pattern="\s+.*Sx.*Sy.*Sz.*" endPattern=".*" endOffset="0">    <record id="ssquared">\s+.*Sx.*Sy.*Sz.*S\*\*2.*\={F,g:ssquared}\s+S\=.*</record>    <record repeat="1" />
    </template>  <template id="scfdone" pattern="\s*KE=.*" endPattern=".*" endPattern2="~">    <record id="scfdone">\s*KE={E,cc:kinener}\sPE={E,cc:potener}\sEE={E,cc:eener}\s*</record>
    </template>
  </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='vovert']" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='g:rbhflyp']" value="nonsi:hartree" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l508



	name

	l508



	repeat

	*



	pattern

	\s*\(Enter.*l508\..*



	endPattern

	\s*Leave\sLink\s+508\s.*



	endOffset

	1



	xml:base

	l508.xml







Input



(Enter /opt/exp_soft/local/haswell/gaussian/D.01/g09/l508.exe)
Direct SCF.
Tight linear equation convergence will be used.
UB3LYP wavefunction.
Quadratic Convergence SCF Method.
Line search only if initial step raises energy.
Integral symmetry usage will be decided dynamically.
ReadGW:  IGet=1 IStart=         402 Next=         402 LGW=           0.
Fock matrices will be formed incrementally for  20 cycles.
Inv3:  Mode=1 IEnd=   222086448.
Iteration    1 A*A^-1 deviation from unit magnitude is 1.07D-14 for   1412.
Iteration    1 A*A^-1 deviation from orthogonality  is 9.16D-15 for   7084   3222.
Iteration    1 A^-1*A deviation from unit magnitude is 1.47D-14 for   2116.
Iteration    1 A^-1*A deviation from orthogonality  is 1.24D-09 for   7426   7400.
Iteration    2 A*A^-1 deviation from unit magnitude is 1.97D-14 for   1738.
Iteration    2 A*A^-1 deviation from orthogonality  is 1.53D-14 for   5929   2831.
Iteration    2 A^-1*A deviation from unit magnitude is 1.67D-15 for   1071.
Iteration    2 A^-1*A deviation from orthogonality  is 8.85D-16 for   7843    935.
FoFJK:  IHMeth= 1 ICntrl=       0 DoSepK=F KAlg= 0 I1Cent=   0 FoldK=F
IRaf= 720000000 NMat=   1 IRICut=       1 DoRegI=T DoRafI=F ISym2E= 1.
Iteration   1 EE= -5565.50357282399                                    Grad=1.107D-03 Max rot=    0.0033 deg.
QCNR:  CnvC1=1.11D-08 CnvC2=1.11D-07
LinEq1:  Iter=  0 NonCon=     1 RMS=1.43D-06 Max=1.08D-04 NDo=     1
AX will form     1 AO Fock derivatives at one time.
LinEq1:  Iter=  1 NonCon=     1 RMS=1.52D-07 Max=2.11D-05 NDo=     1
LinEq1:  Iter=  2 NonCon=     1 RMS=1.57D-07 Max=2.38D-05 NDo=     1
LinEq1:  Iter=  3 NonCon=     1 RMS=1.15D-07 Max=1.74D-05 NDo=     1
LinEq1:  Iter=  4 NonCon=     1 RMS=1.41D-07 Max=2.23D-05 NDo=     1
LinEq1:  Iter=  5 NonCon=     1 RMS=2.49D-07 Max=5.04D-05 NDo=     1
LinEq1:  Iter=  6 NonCon=     1 RMS=2.59D-07 Max=2.39D-05 NDo=     1
LinEq1:  Iter=  7 NonCon=     1 RMS=2.06D-07 Max=2.47D-05 NDo=     1
LinEq1:  Iter=  8 NonCon=     1 RMS=1.80D-07 Max=3.37D-05 NDo=     1
LinEq1:  Iter=  9 NonCon=     1 RMS=1.68D-07 Max=2.32D-05 NDo=     1
LinEq1:  Iter= 10 NonCon=     1 RMS=1.15D-07 Max=1.32D-05 NDo=     1
LinEq1:  Iter= 11 NonCon=     1 RMS=1.09D-07 Max=1.67D-05 NDo=     1
LinEq1:  Iter= 12 NonCon=     1 RMS=8.66D-08 Max=1.39D-05 NDo=     1
LinEq1:  Iter= 13 NonCon=     1 RMS=7.31D-08 Max=8.76D-06 NDo=     1
LinEq1:  Iter= 14 NonCon=     1 RMS=5.62D-08 Max=7.47D-06 NDo=     1
LinEq1:  Iter= 15 NonCon=     1 RMS=5.45D-08 Max=9.69D-06 NDo=     1
LinEq1:  Iter= 16 NonCon=     1 RMS=5.22D-08 Max=7.35D-06 NDo=     1
LinEq1:  Iter= 17 NonCon=     1 RMS=3.35D-08 Max=2.60D-06 NDo=     1
LinEq1:  Iter= 18 NonCon=     1 RMS=2.46D-08 Max=2.66D-06 NDo=     1
LinEq1:  Iter= 19 NonCon=     1 RMS=1.97D-08 Max=2.81D-06 NDo=     1
LinEq1:  Iter= 20 NonCon=     1 RMS=1.74D-08 Max=2.26D-06 NDo=     1
LinEq1:  Iter= 21 NonCon=     1 RMS=1.28D-08 Max=1.87D-06 NDo=     1
LinEq1:  Iter= 22 NonCon=     1 RMS=1.06D-08 Max=2.70D-06 NDo=     1
LinEq1:  Iter= 23 NonCon=     1 RMS=7.78D-09 Max=1.83D-06 NDo=     1
LinEq1:  Iter= 24 NonCon=     1 RMS=6.86D-09 Max=1.38D-06 NDo=     1
LinEq1:  Iter= 25 NonCon=     1 RMS=4.62D-09 Max=9.73D-07 NDo=     1
LinEq1:  Iter= 26 NonCon=     1 RMS=4.25D-09 Max=8.60D-07 NDo=     1
LinEq1:  Iter= 27 NonCon=     1 RMS=2.95D-09 Max=4.51D-07 NDo=     1
LinEq1:  Iter= 28 NonCon=     1 RMS=2.19D-09 Max=3.15D-07 NDo=     1
LinEq1:  Iter= 29 NonCon=     1 RMS=1.60D-09 Max=3.73D-07 NDo=     1
LinEq1:  Iter= 30 NonCon=     1 RMS=1.41D-09 Max=3.32D-07 NDo=     1
LinEq1:  Iter= 31 NonCon=     1 RMS=1.18D-09 Max=2.16D-07 NDo=     1
LinEq1:  Iter= 32 NonCon=     1 RMS=9.82D-10 Max=1.22D-07 NDo=     1
LinEq1:  Iter= 33 NonCon=     0 RMS=7.32D-10 Max=7.47D-08 NDo=     1
Linear equations converged to 1.107D-08 1.107D-07 after    33 iterations.
Angle between quadratic step and gradient=  40.70 degrees.
    ILin= 1 X=0.000D+00 Y=-5.565503572824D+03 DE= 0.00D+00 F= -2.02D-06
RMSU=  1.49D-06    CP:  1.00D+00
    ILin= 2 X=1.000D+00 Y=-5.565503573833D+03 DE=-1.01D-06 F= -3.62D-12
    Reject lnstep minimum 1.000D+00 FVal=-5.565503573833D+03 Lims=  0.00D+00  1.00D+00
RMSU=  1.14D-09    CP:  1.00D+00  2.00D+00
    ILin= 3 X=2.000D+00 Y=-5.565503572825D+03 DE=-6.80D-10 F=  2.02D-06
    An  expanding polynomial of degree  3 produced  1.0002
    Minimum is close to point  2 DX=  1.69D-04 DF=  0.00D+00 DXR=  1.69D-04 DFR=  0.00D+00 which will be used.
Iteration   2 EE= -5565.50357383279     Delta-E=       -0.000001008801 Grad=1.498D-07 Max rot=    0.0000 deg.
Error on total polarization charges =  0.01636
Rotation gradient small -- convergence achieved.
SCF Done:  E(UB3LYP) =  -5565.50357383     a.u. after    2 cycles
           Convg  =    0.1498D-06                    36 Fock formations.
             S**2 =  0.8522                  -V/T =  2.0068
<Sx>= 0.0000 <Sy>= 0.0000 <Sz>= 0.5000 <S**2>= 0.8522 S= 0.5499
<L.S>= 0.000000000000E+00
Annihilation of the first spin contaminant:
S**2 before annihilation     0.8522,   after     0.7516
Leave Link  508 at Sat Mar  6 16:03:23 2021, MaxMem=  4194304000 cpu:     31680.0






Output text



<comment class="example.output" id="l508">
    <module cmlx:templateRef="l508">
        <scalar dataType="xsd:string" dictRef="g:l508.type">Direct</scalar>
        <array dataType="xsd:double" dictRef="cc:eener" size="2">-5565.50357282399 -5565.50357383279</array>
        <array dataType="xsd:double" dictRef="g:l508.deltaee" size="1">-0.000001008801</array>
        <scalar dataType="xsd:double" dictRef="g:rbhflyp" units="nonsi:hartree">-5565.50357383</scalar>
        <scalar dataType="xsd:double" dictRef="cc:spincontamination">0.8522</scalar>
    </module>
    </comment>






Template definition



<templateList>  <template id="l508.type" pattern="\s+\w+\s+SCF\.\s*" endPattern=".*" endOffset="0">    <record id="l508.type">\s+{A,g:l508.type}\s+.*</record>
    </template>  <template id="l508.e" pattern="\s.*EE\=\s*\S+\s+Grad.*" repeat="*" endPattern=".*">    <record id="l508.e" repeat="*">\s*Iteration\s+{I,cc:serial}\s*EE=\s*{F,cc:eener}.*</record>
    </template>  <template id="l508.ediff" pattern="\s.*EE\=.*Delta\-E.*" repeat="*" endPattern=".*">    <record id="l508.ediff" repeat="*">\s*Iteration\s+{I,cc:serial}\s*EE={F,cc:eener}\s+Delta\-E={F,g:l508.deltaee}.*</record>
    </template>  <template id="l508.scf" pattern="\s*SCF\s+Done.*" repeat="*" endPattern=".*">    <record id="scfdone">\s*SCF Done:\s+E\(.*\) ={F,g:rbhflyp}\s+[Aa]\.[Uu]\.\s+after{I,cc:ncycle}cycles\s*</record>
    </template>  <template id="l508.footer2" pattern="\s+S\*\*2\sbefore\sannihilation.*" repeat="*" endPattern=".*" endOffset="0">    <record id="spincontamination">\s+S\*\*2\sbefore\sannihilation{F,cc:spincontamination}.*</record>
    </template>
  </templateList>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='g:l508.type']" repeat="2" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:eener']" repeat="3" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='g:l508.deltaee']" repeat="3" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:spincontamination']" repeat="2" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='g:rbhflyp']" repeat="3" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:eener']" dictRef="cc:eener" dataType="xsd:double" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:l508.deltaee']" dictRef="g:l508.deltaee" dataType="xsd:double" />
<transform process="delete" xpath="./cml:module[@cmlx:templateRef='l508.scf']" />
<transform process="delete" xpath="./cml:module[@cmlx:templateRef='l508.e']" />
<transform process="delete" xpath="./cml:module[@cmlx:templateRef='l508.ediff']" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='g:rbhflyp']" value="nonsi:hartree" />
<transform process="delete" xpath="parent::cml:module[@cmlx:templateRef='job'][exists(.//cml:module[@cmlx:templateRef='l103'])]/cml:module[@cmlx:templateRef='l508' ][position() != last()]" />








          

      

      

    

  

  
    

    l502.pcm
    

    

   


  

    
      
          
            
  
l502.pcm


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l502.pcm



	name

	l502.pcm



	pattern

	\sVariational\sPCM\sresults.*



	endPattern

	\s+After\sPCM\scorrections,\sthe\sSCF\senergy\sis.*



	endOffset

	2



	repeat

	*



	xml:base

	l502/l502.pcm.xml







Input



Variational PCM results
=======================
<psi(f)|   H    |psi(f)>                     (a.u.) =   -4232.280267
<psi(f)|H+V(f)/2|psi(f)>                     (a.u.) =   -4232.941633
Total free energy in solution:
 with all non electrostatic terms            (a.u.) =   -4232.893552
--------------------------------------------------------------------
(Polarized solute)-Solvent               (kcal/mol) =    -415.01
--------------------------------------------------------------------
Cavitation energy                        (kcal/mol) =      52.66
Dispersion energy                        (kcal/mol) =     -24.26
Repulsion energy                         (kcal/mol) =       1.77
Total non electrostatic                  (kcal/mol) =      30.17
--------------------------------------------------------------------
Partition over spheres:
Sphere  on Atom  Surface  Charge   GEl     GCav    GDR
   1      O1       0.00   0.000    0.00    0.03    0.00
   2      W2       0.00   0.000    0.00    0.00    0.00
   3      O3      15.83   0.175  -18.58    2.30   -1.26
  ...
  52      O52      1.49   0.016   -1.89    0.87   -0.15
  53      O53      3.99   0.051   -5.88    1.12   -0.43
  54      O54     21.31   0.112  -11.05    2.34   -1.61
Added spheres:   227.75   0.740  -83.93    0.00    0.00
--------------------------------------------------------------------
After PCM corrections, the SCF energy is  -4232.94163286     a.u.
--------------------------------------------------------------------






Output text



<comment class="example.output" id="l502.pcm">
        <module cmlx:lineCount="74" cmlx:templateRef="l502.pcm">
            <scalar dataType="xsd:double" dictRef="cc:dispenergy" units="nonsi2:kcal.mol-1">-24.26</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s+Dispersion\senergy.*" endPattern=".*">    <record id="dispenergy">\s+Dispersion\senergy.*\={F,cc:dispenergy}</record>
        </template>  <template pattern="^(?!Dispersion\senergy).*" endPattern=".*" endPattern2="~" repeat="*">    <record repeat="1" />
        </template>
    </templateList>
<transform process="pullup" xpath="./descendant-or-self::cml:scalar[@dictRef='cc:dispenergy']" repeat="2" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./cml:module[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:dispenergy']" value="nonsi2:kcal.mol-1" />








          

      

      

    

  

  
    

    l502.footer2
    

    

   


  

    
      
          
            
  
l502.footer2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l502.footer2



	repeat

	*



	pattern

	\s+S\*\*2\sbefore\sannihilation.*



	endPattern

	.*



	endOffset

	0



	xml:base

	l502/l502.footer2.xml







Input



S**2 before annihilation     0.7541,   after     2.0001






Output text



<comment class="example.output" id="l502.footer2">
        <module id="spincontamination" cmlx:lineCount="1" cmlx:templateRef="l502.footer2">
            <scalar dataType="xsd:double" dictRef="cc:spincontamination">0.7541</scalar>
        </module>
    </comment>






Template definition



<record id="spincontamination">\s+S\*\*2\sbefore\sannihilation{F,cc:spincontamination}.*</record>
<transform process="pullup" xpath="./cml:list/cml:scalar" />
<transform process="delete" xpath="./cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l701
    

    

   


  

    
      
          
            
  
l701


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l701



	name

	Compute integral first derivatives



	repeat

	1



	newline

	$



	pattern

	\s*Compute integral first derivatives.*



	endPattern

	.*



	xml:base

	l701.xml







Input



(Enter /usr/local/Gaussian/g03/l701.exe)
Compute integral first derivatives.
... and contract with generalized density number  0.
Leave Link  701 at Thu Aug 31 00:05:33 2006, MaxMem=    6291456 cpu:       1.1






Output text



<comment class="example.output" id="l701.firstderiv">
    <module cmlx:templateRef="l701" />
  </comment>






Template definition



<record repeat="*" id="701" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l702
    

    

   


  

    
      
          
            
  
l702


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l702



	name

	SP integral derivatives



	repeat

	1



	newline

	$



	pattern

	.*SP integral derivatives.*



	endPattern

	.*



	xml:base

	l702.xml







Input



(Enter /usr/local/Gaussian/g03/l702.exe)
L702 exits ... SP integral derivatives will be done elsewhere.
Leave Link  702 at Thu Aug 31 00:05:34 2006, MaxMem=    6291456 cpu:       0.0






Output text



<comment class="example.output" id="l702.integral">
    <module cmlx:templateRef="l702" />
  </comment>






Template definition



<record repeat="*" id="702" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l703
    

    

   


  

    
      
          
            
  
l703


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l703



	name

	Compute integral first derivatives



	repeat

	1



	newline

	$



	pattern

	.*Compute integral first derivatives.*



	endPattern

	.*



	xml:base

	l703.xml







Input



(Enter /usr/local/Gaussian/g03/l703.exe)
Compute integral first derivatives, UseDBF=F.
Integral derivatives from FoFDir, PRISM(SPDF).
Symmetry not used in FoFDir.
MinBra= 0 MaxBra= 2 Meth= 1.
IRaf=       0 NMat=   1 IRICut=       1 DoRegI=T DoRafI=F ISym2E= 0 JSym2E=0.
Leave Link  703 at Thu Aug 31 00:25:38 2006, MaxMem=    6291456 cpu:     382.5






Output text



<comment class="example.output" id="l703.integral">
    <module cmlx:templateRef="l703" />
  </comment>






Template definition



<record repeat="*" id="703" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716
    

    

   


  

    
      
          
            
  
l716



	l716.dipole

	l716.polarizability

	l716.secondderiv

	l716.forceconstants

	l716.forcematrix
	lowfreq

	l716.diagvib

	l716.freq.chunkx





	l716.forces

	l716.zeropoint

	l716.freq.chunkx

	l716.thermochemistry
	l716.thermochemistry.temperature

	l716.thermochemistry.mass

	l716.thermochemistry.moi

	l716.thermochemistry.top

	l716.thermochemistry.rotsymnum

	l716.thermochemistry.rottemp

	l716.thermochemistry.rotconsts

	l716.thermochemistry.zpe

	l716.thermochemistry.vibtemp





	l716.thermoprops

	l716.irspectrum








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716



	name

	Forces and thermochemistry



	repeat

	*



	pattern

	\s*\(Enter.*l716.*



	pattern2

	\s*-{10,}$\s*Center\s+Atomic\s+Forces.*



	pattern3

	\s*Full\smass-weighted\sforce\sconstant\smatrix.*



	pattern4

	\s*Harmonic\sfrequencies\s\(cm\*\*-1\)



	endPattern

	\sCartesian Forces:\s*Max.*RMS.*



	endOffset

	1



	keep

	firstandlast



	xml:base

	l716.xml







Comment



(Enter /usr/local/Gaussian/g03/l716.exe)
Dipole        = 8.09131563D-01 1.51014612D-04 1.05648415D+00
***** Axes restored to original set *****
-------------------------------------------------------------------
Center     Atomic                   Forces (Hartrees/Bohr)
Number     Number              X              Y              Z
-------------------------------------------------------------------
   1          6          -0.002228379    0.000335282   -0.001227689
   2          6          -0.002107848   -0.000101683    0.000897388
  13         17          -0.000052752   -0.000027864   -0.000030081
-------------------------------------------------------------------
Cartesian Forces:  Max     0.002768267 RMS     0.000976866






Input



(Enter /usr/local/Gaussian/g03/l716.exe)
Dipole        = 8.10731309D-01 1.24950664D-04 1.05916263D+00
Polarizability= 1.80172759D+02 9.64366159D-02 8.96067492D+01
                1.42853847D+01 2.32604318D-02 8.23087172D+01
Full mass-weighted force constant matrix:
Low frequencies ---    0.0018    0.0024    0.0026    6.3218    7.5564   17.5412
Low frequencies ---   55.1764   72.8335  137.6925
Diagonal vibrational polarizability:
      26.5910881       4.6882388       9.8373439
Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                    A                      A                      A
Frequencies --    55.1630                72.8261               137.6920
Red. masses --    18.1478                 5.0229                13.6980
Frc consts  --     0.0325                 0.0157                 0.1530
IR Inten    --     2.0482                 0.8181                 0.0187
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.06   0.00  -0.26     0.00   0.17   0.00     0.13   0.00   0.17
  2   6     0.07   0.00  -0.26     0.13   0.13   0.17     0.14  -0.01   0.22
  3   6     0.11   0.00  -0.15     0.13   0.07   0.18     0.16  -0.01   0.27
  4   6     0.15   0.00  -0.06     0.00   0.03   0.00     0.14   0.00   0.20
  5   6     0.11   0.00  -0.15    -0.13   0.07  -0.18     0.17   0.01   0.27
  6   6     0.07   0.00  -0.26    -0.13   0.13  -0.17     0.14   0.01   0.22
  7   1     0.09   0.00  -0.21     0.00   0.19   0.00     0.00   0.00  -0.06
  8   1     0.05   0.00  -0.30     0.23   0.16   0.30     0.14  -0.01   0.21
  9   1     0.13   0.00  -0.11     0.24   0.04   0.33     0.16   0.00   0.27
 10  17     0.28   0.00   0.25     0.00  -0.04   0.00     0.00   0.00  -0.16
 11   1     0.13   0.00  -0.11    -0.24   0.04  -0.33     0.16   0.00   0.27
 12   1     0.05   0.00  -0.30    -0.23   0.16  -0.30     0.14   0.01   0.21
 13  17    -0.49   0.00   0.17     0.00  -0.18   0.00    -0.32   0.00  -0.32
                   31                     32                     33
                    A                      A                      A
Frequencies --  3208.5029              3209.2965              3220.1871
Red. masses --     1.0935                 1.0954                 1.0956
Frc consts  --     6.6327                 6.6474                 6.6938
IR Inten    --     0.0967                 1.3255                 6.8401
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.03   0.00   0.02     0.00   0.00   0.00    -0.07   0.00   0.04
  2   6     0.01  -0.02  -0.01    -0.02   0.03   0.01    -0.01   0.03   0.00
  3   6    -0.03  -0.05   0.01     0.03   0.04  -0.01     0.01   0.01   0.00
  4   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  5   6    -0.03   0.05   0.01    -0.03   0.04   0.01     0.01  -0.01   0.00
  6   6     0.01   0.02  -0.01     0.02   0.03  -0.01    -0.01  -0.03   0.00
  7   1     0.34   0.00  -0.19     0.00   0.00   0.00     0.76   0.00  -0.41
  8   1    -0.12   0.21   0.05     0.18  -0.34  -0.07     0.14  -0.27  -0.06
  9   1     0.29   0.52  -0.12    -0.28  -0.50   0.11    -0.07  -0.13   0.03
 10  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 11   1     0.28  -0.51  -0.12     0.28  -0.51  -0.11    -0.07   0.13   0.03
 12   1    -0.11  -0.20   0.05    -0.19  -0.34   0.07     0.14   0.27  -0.06
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00

-------------------
- Thermochemistry -
-------------------
Temperature   298.150 Kelvin.  Pressure   1.00000 Atm.
Atom  1 has atomic number  6 and mass  12.00000
Atom  2 has atomic number  6 and mass  12.00000
Atom 13 has atomic number 17 and mass  34.96885
Molecular mass:   146.97683 amu.
Principal axes and moments of inertia in atomic units:
                          1         2         3
    EIGENVALUES --   621.711322597.891062620.41387
          X            0.99993   0.00000  -0.01211
          Y            0.00000   1.00000  -0.00020
          Z            0.01211   0.00020   0.99993
This molecule is an asymmetric top.
Rotational symmetry number  1.
Warning -- assumption of classical behavior for rotation
          may cause significant error
Rotational temperatures (Kelvin)      0.13932     0.03334     0.03305
Rotational constants (GHZ):           2.90286     0.69469     0.68872
Zero-point vibrational energy     239538.5 (Joules/Mol)
                                  57.25107 (Kcal/Mol)
Warning -- explicit consideration of   9 degrees of freedom as
          vibrations may cause significant error
Vibrational temperatures:     79.37   104.78   198.11   316.19   433.23
         (Kelvin)            579.00   598.41   670.87   884.75  1001.14
                            1021.11  1123.39  1188.72  1335.78  1418.80
                            1425.27  1450.92  1475.74  1573.30  1576.04
                            1702.51  1726.89  1890.42  1948.65  2130.25
                            2142.13  2250.51  2315.74  4593.02  4597.71
                            4616.31  4617.46  4633.13

Zero-point correction=                           0.091235 (Hartree/Particle)
Thermal correction to Energy=                    0.098993
Thermal correction to Enthalpy=                  0.099937
Thermal correction to Gibbs Free Energy=         0.056309
Sum of electronic and zero-point Energies=          -1152.025536
Sum of electronic and thermal Energies=             -1152.017779
Sum of electronic and thermal Enthalpies=           -1152.016835
Sum of electronic and thermal Free Energies=        -1152.060463

                    E (Thermal)             CV                S
                     KCal/Mol        Cal/Mol-Kelvin    Cal/Mol-Kelvin
Total                   62.119             26.952             91.823
Electronic               0.000              0.000              1.377
Translational            0.889              2.981             40.866
Rotational               0.889              2.981             29.827
Vibrational             60.342             20.991             19.753
Vibration  1             0.596              1.976              4.623
Vibration  2             0.599              1.967              4.075
Vibration  3             0.614              1.916              2.836
Vibration  4             0.647              1.811              1.961
Vibration  5             0.693              1.672              1.411
Vibration  6             0.768              1.465              0.954
Vibration  7             0.779              1.436              0.906
Vibration  8             0.824              1.325              0.748
Vibration  9             0.974              1.000              0.425
                      Q            Log10(Q)             Ln(Q)
Total Bot       0.125789D-25        -25.900357        -59.637776
Total V=0       0.116124D+17         16.064923         36.990851
Vib (Bot)       0.121941D-39        -39.913852        -91.905040
Vib (Bot)  1    0.374552D+01          0.573512          1.320560
Vib (Bot)  2    0.283089D+01          0.451922          1.040590
Vib (Bot)  3    0.147766D+01          0.169573          0.390456
Vib (Bot)  4    0.900154D+00         -0.045683         -0.105190
Vib (Bot)  5    0.631193D+00         -0.199838         -0.460144
Vib (Bot)  6    0.442116D+00         -0.354463         -0.816182
Vib (Bot)  7    0.423491D+00         -0.373156         -0.859222
Vib (Bot)  8    0.362877D+00         -0.440241         -1.013691
Vib (Bot)  9    0.239087D+00         -0.621444         -1.430927
Vib (V=0)       0.112571D+03          2.051428          4.723587
Vib (V=0)  1    0.427875D+01          0.631316          1.453660
Vib (V=0)  2    0.337470D+01          0.528235          1.216307
Vib (V=0)  3    0.205996D+01          0.313858          0.722685
Vib (V=0)  4    0.152970D+01          0.184606          0.425070
Vib (V=0)  5    0.130524D+01          0.115689          0.266383
Vib (V=0)  6    0.116743D+01          0.067232          0.154807
Vib (V=0)  7    0.115524D+01          0.062674          0.144312
Vib (V=0)  8    0.111780D+01          0.048365          0.111365
Vib (V=0)  9    0.105422D+01          0.022932          0.052804
Electronic      0.200000D+01          0.301030          0.693147
Translational   0.700372D+08          7.845328         18.064536
Rotational      0.736438D+06          5.867136         13.509580

                                                     chlorobz/cl complex basis
                                                            IR Spectrum

  33333                                                             1 1 11    1 1   11 11 11
  22211                                                             6 5 44    3 3   21 00 0099 9   8 7 76  6     4 44   3  2  1
  20099                                                             1 6 88    5 1   08 99 2098 2   2 8 19  1     6 10   0  2  3 75
  09962                                                             0 4 91    4 4   03 54 6816 8   6 1 06  5     6 62   1  0  8 35

  XXXXX                                                             X X XX    X X   XX XX XXXX X   X X XX  X     X X    X  X    XX
                                                                    X   X              X    X        X             X
                                                                    X   X              X             X
                                                                    X   X              X             X
                                                                    X   X              X             X
                                                                    X                  X             X
                                                                    X                  X
                                                                    X                  X
                                                                    X                  X
                                                                    X                  X
                                                                    X
                                                                    X
                                                                    X
                                                                    X
                                                                    X
                                                                    X
                                                                    X
                                                                    X
                                                                    X
                                                                    X

***** Axes restored to original set *****
-------------------------------------------------------------------
Center     Atomic                   Forces (Hartrees/Bohr)
Number     Number              X              Y              Z
-------------------------------------------------------------------
   1          6          -0.000023985    0.000196130    0.000000048
   2          6           0.000221899    0.000014148    0.000079947
  13         17          -0.000016936   -0.000125855   -0.000007891
-------------------------------------------------------------------
Cartesian Forces:  Max     0.000316775 RMS     0.000090617






Output text



<comment class="example.output" id="l716">
<module cmlx:templateRef="l716"> (Enter /usr/local/Gaussian/g03/l716.exe) Dipole = 8.10731309D-01 1.24950664D-04 1.05916263D+00 Polarizability= 1.80172759D+02 9.64366159D-02 8.96067492D+01 1.42853847D+01 2.32604318D-02 8.23087172D+01
  <module cmlx:lineCount="50" cmlx:templateRef="l716.forcematrix">
    <module cmlx:lineCount="2" cmlx:templateRef="lowfreq">
      <array dataType="xsd:double" size="9" dictRef="g:1716.lowfreq" cmlx:templateRef="lowfreq">0.0018 0.0024 0.0026 6.3218 7.5564 17.5412 55.1764 72.8335 137.6925</array>
    </module>
    <module cmlx:lineCount="3" cmlx:templateRef="l716.diagvib">
      <array dataType="xsd:double" size="3" dictRef="cc:diagvib" cmlx:templateRef="diagvib">26.5910881 4.6882388 9.8373439</array> Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
    </module> activities (A**4/AMU), depolarization ratios for plane and unpolarized incident light, reduced masses (AMU), force constants (mDyne/A), and normal coordinates: 1 2 3 A A A Frequencies -- 55.1630 72.8261 137.6920 Red. masses -- 18.1478 5.0229 13.6980 Frc consts -- 0.0325 0.0157 0.1530 IR Inten -- 2.0482 0.8181 0.0187 Atom AN X Y Z X Y Z X Y Z 1 6 0.06 0.00 -0.26 0.00 0.17 0.00 0.13 0.00 0.17 2 6 0.07 0.00 -0.26 0.13 0.13 0.17 0.14 -0.01 0.22 3 6 0.11 0.00 -0.15 0.13 0.07 0.18 0.16 -0.01 0.27 4 6 0.15 0.00 -0.06 0.00 0.03 0.00 0.14 0.00 0.20 5 6 0.11 0.00 -0.15 -0.13 0.07 -0.18 0.17 0.01 0.27 6 6 0.07 0.00 -0.26 -0.13 0.13 -0.17 0.14 0.01 0.22 7 1 0.09 0.00 -0.21 0.00 0.19 0.00 0.00 0.00 -0.06 8 1 0.05 0.00 -0.30 0.23 0.16 0.30 0.14 -0.01 0.21 9 1 0.13 0.00 -0.11 0.24 0.04 0.33 0.16 0.00 0.27 10 17 0.28 0.00 0.25 0.00 -0.04 0.00 0.00 0.00 -0.16 11 1 0.13 0.00 -0.11 -0.24 0.04 -0.33 0.16 0.00 0.27 12 1 0.05 0.00 -0.30 -0.23 0.16 -0.30 0.14 0.01 0.21 13 17 -0.49 0.00 0.17 0.00 -0.18 0.00 -0.32 0.00 -0.32 31 32 33 A A A Frequencies -- 3208.5029 3209.2965 3220.1871 Red. masses -- 1.0935 1.0954 1.0956 Frc consts -- 6.6327 6.6474 6.6938 IR Inten -- 0.0967 1.3255 6.8401 Atom AN X Y Z X Y Z X Y Z 1 6 -0.03 0.00 0.02 0.00 0.00 0.00 -0.07 0.00 0.04 2 6 0.01 -0.02 -0.01 -0.02 0.03 0.01 -0.01 0.03 0.00 3 6 -0.03 -0.05 0.01 0.03 0.04 -0.01 0.01 0.01 0.00 4 6 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 5 6 -0.03 0.05 0.01 -0.03 0.04 0.01 0.01 -0.01 0.00 6 6 0.01 0.02 -0.01 0.02 0.03 -0.01 -0.01 -0.03 0.00 7 1 0.34 0.00 -0.19 0.00 0.00 0.00 0.76 0.00 -0.41 8 1 -0.12 0.21 0.05 0.18 -0.34 -0.07 0.14 -0.27 -0.06 9 1 0.29 0.52 -0.12 -0.28 -0.50 0.11 -0.07 -0.13 0.03 10 17 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 11 1 0.28 -0.51 -0.12 0.28 -0.51 -0.11 -0.07 0.13 0.03 12 1 -0.11 -0.20 0.05 -0.19 -0.34 0.07 0.14 0.27 -0.06 13 17 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00
  </module>
  <module cmlx:lineCount="32" cmlx:templateRef="l716.thermochemistry">
    <scalar dataType="xsd:double" dictRef="cc:temp">298.15</scalar>
    <scalar dataType="xsd:double" dictRef="cc:press">1.0</scalar>
    <list cmlx:lineCount="3" cmlx:templateRef="mass">
      <array dataType="xsd:integer" dictRef="cc:serial" size="3">1 2 13</array>
      <array dataType="xsd:integer" dictRef="x:elementType" size="3">6 6 17</array>
      <array dataType="xsd:double" dictRef="cc:atomicmass" size="3">12.0 12.0 34.96885</array>
    </list>
    <scalar dataType="xsd:double" dictRef="cc:molmass" cmlx:templateRef="molmass">146.97683</scalar>
    <matrix rows="3" columns="3" dataType="xsd:double" dictRef="cc:moi.eigenvectors">0.99993 0.0 -0.01211 0.0 1.0 -2.0E-4 0.01211 2.0E-4 0.99993</matrix>
    <array dataType="xsd:double" size="3" dictRef="cc:moi" cmlx:templateRef="eigen">621.71132 2597.89106 2620.41387</array>
    <scalar dataType="xsd:integer" dictRef="cc:symmnumber">1</scalar> Warning -- assumption of classical behavior for rotation may cause significant error
    <array dataType="xsd:double" size="3" dictRef="cc:rottemp" cmlx:templateRef="rottemp">0.13932 0.03334 0.03305</array>
    <array dataType="xsd:double" size="3" dictRef="cc:rotconst" cmlx:templateRef="rotconst">2.90286 0.69469 0.68872</array>
    <scalar dataType="xsd:double" dictRef="cc:zpe" units="u:jmol-1">239538.5</scalar> Warning -- explicit consideration of 9 degrees of freedom as vibrations may cause significant error
    <array dataType="xsd:double" size="10" dictRef="cc:vibtemp">79.37 104.78 198.11 316.19 433.23 579.0 598.41 670.87 884.75 1001.14</array>
  </module>
  <module cmlx:lineCount="9" cmlx:templateRef="l716.zeropoint">
    <scalar dataType="xsd:string" dictRef="cc:zpe.correction">0.091235</scalar>
    <scalar dataType="xsd:string" dictRef="cc:zpe.thermalcorrener">0.098993</scalar>
    <scalar dataType="xsd:string" dictRef="cc:zpe.thermalcorrenthalpy">0.099937</scalar>
    <scalar dataType="xsd:string" dictRef="cc:zpe.thermalcorrgfe">0.056309</scalar>
    <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectzpe">-1152.025536</scalar>
    <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectthermal">-1152.017779</scalar>
    <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectthermal">-1152.016835</scalar>
    <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectthermalfe">-1152.060463</scalar>
  </module>
  <module cmlx:lineCount="43" cmlx:templateRef="l716.thermoprops">
    <list cmlx:templateRef="total">
      <scalar dataType="xsd:double" dictRef="cc:ethermo.total">62.119</scalar>
      <scalar dataType="xsd:double" dictRef="cc:cv.total">26.952</scalar>
      <scalar dataType="xsd:double" dictRef="cc:s.total">91.823</scalar>
    </list>
    <list cmlx:templateRef="elect">
      <scalar dataType="xsd:double" dictRef="cc:ethermo.elect">0.0</scalar>
      <scalar dataType="xsd:double" dictRef="cc:cv.elect">0.0</scalar>
      <scalar dataType="xsd:double" dictRef="cc:s.elect">1.377</scalar>
    </list>
    <list cmlx:templateRef="trans">
      <scalar dataType="xsd:double" dictRef="cc:ethermo.trans">0.889</scalar>
      <scalar dataType="xsd:double" dictRef="cc:cv.trans">2.981</scalar>
      <scalar dataType="xsd:double" dictRef="cc:s.trans">40.866</scalar>
    </list>
    <list cmlx:templateRef="rot">
      <scalar dataType="xsd:double" dictRef="cc:ethermo.rot">0.889</scalar>
      <scalar dataType="xsd:double" dictRef="cc:cv.rot">2.981</scalar>
      <scalar dataType="xsd:double" dictRef="cc:s.rot">29.827</scalar>
    </list>
    <list cmlx:templateRef="vib">
      <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">60.342</scalar>
      <scalar dataType="xsd:double" dictRef="cc:cv.vib">20.991</scalar>
      <scalar dataType="xsd:double" dictRef="cc:s.vob">19.753</scalar>
    </list>
    <list cmlx:templateRef="vibn">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">1</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.596</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.976</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">4.623</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">2</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.599</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.967</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">4.075</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">3</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.614</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.916</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">2.836</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">4</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.647</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.811</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">1.961</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">5</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.693</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.672</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">1.411</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">6</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.768</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.465</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">0.954</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">7</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.779</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.436</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">0.906</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">8</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.824</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.325</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">0.748</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">9</scalar>
        <scalar dataType="xsd:double" dictRef="cc:ethermo.vib">0.974</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.vib">1.0</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.vob">0.425</scalar>
      </list>
    </list>
    <list cmlx:templateRef="totalbot">
      <scalar dataType="xsd:double" dictRef="cc:q.total">1.25789E-26</scalar>
      <scalar dataType="xsd:double" dictRef="cc:logq.total">-25.900357</scalar>
      <scalar dataType="xsd:double" dictRef="cc:lnq.total">-59.637776</scalar>
    </list>
    <list cmlx:templateRef="totalv0">
      <scalar dataType="xsd:double" dictRef="cc:q.v0">1.16124E16</scalar>
      <scalar dataType="xsd:double" dictRef="cc:logq.v0">16.064923</scalar>
      <scalar dataType="xsd:double" dictRef="cc:lnq.v0">36.990851</scalar>
    </list>
    <list cmlx:templateRef="vibbot">
      <scalar dataType="xsd:double" dictRef="cc:q.vibbot">1.21941E-40</scalar>
      <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">-39.913852</scalar>
      <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">-91.90504</scalar>
    </list>
    <list cmlx:templateRef="vibbot">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">1</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">3.74552</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">0.573512</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">1.32056</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">2</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">2.83089</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">0.451922</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">1.04059</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">3</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">1.47766</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">0.169573</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">0.390456</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">4</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">0.900154</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">-0.045683</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">-0.10519</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">5</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">0.631193</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">-0.199838</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">-0.460144</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">6</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">0.442116</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">-0.354463</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">-0.816182</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">7</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">0.423491</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">-0.373156</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">-0.859222</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">8</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">0.362877</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">-0.440241</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">-1.013691</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">9</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibbot">0.239087</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibbot">-0.621444</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibbot">-1.430927</scalar>
      </list>
    </list>
    <list cmlx:templateRef="vibv0">
      <scalar dataType="xsd:double" dictRef="cc:q.vibv0">112.571</scalar>
      <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">2.051428</scalar>
      <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">4.723587</scalar>
    </list>
    <list cmlx:templateRef="vibv0">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">1</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">4.27875</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.631316</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">1.45366</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">2</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">3.3747</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.528235</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">1.216307</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">3</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">2.05996</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.313858</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">0.722685</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">4</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">1.5297</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.184606</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">0.42507</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">5</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">1.30524</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.115689</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">0.266383</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">6</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">1.16743</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.067232</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">0.154807</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">7</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">1.15524</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.062674</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">0.144312</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">8</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">1.1178</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.048365</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">0.111365</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:nvib">9</scalar>
        <scalar dataType="xsd:double" dictRef="cc:q.vibv0">1.05422</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.vibv0">0.022932</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.vibv0">0.052804</scalar>
      </list>
    </list>
    <list cmlx:templateRef="elect">
      <scalar dataType="xsd:double" dictRef="cc:q.elect">2.0</scalar>
      <scalar dataType="xsd:double" dictRef="cc:logq.elect">0.30103</scalar>
      <scalar dataType="xsd:double" dictRef="cc:lnq.elect">0.693147</scalar>
    </list>
    <list cmlx:templateRef="trans">
      <scalar dataType="xsd:double" dictRef="cc:q.trans">7.00372E7</scalar>
      <scalar dataType="xsd:double" dictRef="cc:logq.trans">7.845328</scalar>
      <scalar dataType="xsd:double" dictRef="cc:lnq.trans">18.064536</scalar>
    </list>
    <list cmlx:templateRef="rot">
      <scalar dataType="xsd:double" dictRef="cc:q.rot">736438.0</scalar>
      <scalar dataType="xsd:double" dictRef="cc:logq.rot">5.867136</scalar>
      <scalar dataType="xsd:double" dictRef="cc:lnq.rot">13.50958</scalar>
    </list>
  </module>
  <module cmlx:lineCount="28" cmlx:templateRef="l716.irspectrum">
    <scalar dataType="xsd:string" dictRef="g:irspectrum" cmlx:templateRef="discard">chlorobz/cl complex basis</scalar>
  </module>
  <list cmlx:templateRef="l716">
    <scalar dataType="xsd:string" dictRef="g:l716" />
    <scalar dataType="xsd:string" dictRef="g:l716">***** Axes restored to original set *****</scalar>
  </list>
  <module cmlx:lineCount="9" cmlx:templateRef="l716.forces">
    <list cmlx:lineCount="3" cmlx:templateRef="force">
      <array dataType="xsd:integer" dictRef="x:serial" size="3">1 2 13</array>
      <array dataType="xsd:integer" dictRef="x:elementType" size="3">6 6 17</array>
      <list>
        <array dataType="xsd:double" size="3" dictRef="cc:force">-2.3985E-5 1.9613E-4 4.8E-8</array>
        <array dataType="xsd:double" size="3" dictRef="cc:force">2.21899E-4 1.4148E-5 7.9947E-5</array>
        <array dataType="xsd:double" size="3" dictRef="cc:force">-1.6936E-5 -1.25855E-4 -7.891E-6</array>
      </list>
    </list>
    <list cmlx:templateRef="cartesianforce">
      <scalar dataType="xsd:double" dictRef="cc:maxforce">3.16775E-4</scalar>
      <scalar dataType="xsd:double" dictRef="cc:rmsforce">9.0617E-5</scalar>
    </list>
  </module>
</module>
 </comment>






Template definition



<templateList>  <xi:include href="l716/l716.dipole.xml" />  <xi:include href="l716/l716.polarizability.xml" />  <xi:include href="l716/l716.secondderiv.xml" />  <xi:include href="l716/l716.forceconstants.xml" />  <xi:include href="l716/l716.forcematrix.xml" />  <xi:include href="l716/l716.forces.xml" />  <xi:include href="l716/l716.zeropoint.xml" />  <xi:include href="l716/l716.freq.chunk.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.xml" />  <xi:include href="l716/thermochemistry/l716.thermoprops.xml" />  <xi:include href="l716/l716.irspectrum.xml" />
  </templateList>
<record repeat="*" id="l716">{X,g:l716}</record>








          

      

      

    

  

  
    

    l716.dipole
    

    

   


  

    
      
          
            
  
l716.dipole


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.dipole



	name

	Dipole



	repeat

	*



	pattern

	\s*Dipole\s{8}=.*



	endPattern

	.*



	endPattern2

	~



	endOffset

	0



	xml:base

	l716/l716.dipole.xml







Input



Dipole        = 2.73597500D+00 1.09823786D-04 3.46020958D-01






Output text



<comment class="example.output" id="l716.dipole">
    <module cmlx:templateRef="l716.dipole">
      <array dataType="xsd:double" size="3" dictRef="x:d" cmlx:templateRef="dipole">2.735975 1.09823786E-4 0.346020958</array>
    </module>
  </comment>






Template definition



<record id="dipole" repeat="*">\sDipole\s*={3E,x:d}</record>
<transform process="pullupSingleton" dictRef="cc:dipole" xpath="./cml:list" />








          

      

      

    

  

  
    

    l716.polarizability
    

    

   


  

    
      
          
            
  
l716.polarizability


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.polarizability



	name

	Polarizability



	repeat

	*



	pattern

	\s*Polarizability=.*



	endPattern

	\s{16}.*



	endOffset

	1



	xml:base

	l716/l716.polarizability.xml







Input



Polarizability= 1.80172759D+02 9.64366159D-02 8.96067492D+01
                1.42853847D+01 2.32604318D-02 8.23087172D+01






Output text



<comment class="example.output" id="l716.polarizability">
    <module cmlx:templateRef="l716.polarizability">
      <array dataType="xsd:double" size="6" dictRef="cc:polarizability" cmlx:templateRef="polariz">180.172759 0.0964366159 89.6067492 14.2853847 0.0232604318 82.3087172</array>
    </module>
  </comment>






Template definition



<record id="polariz">\sPolarizability={3E,cc:polarizability}</record>
<record id="polariz">\s*{3E,x:d}</record>
<transform process="joinArrays" xpath=".//cml:array" />
<transform process="pullupSingleton" dictRef="cc:polarizability" xpath="./cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716.secondderiv
    

    

   


  

    
      
          
            
  
l716.secondderiv


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.secondderiv



	pattern

	\s*The second derivative matrix:\s*



	repeat

	*



	endPattern

	\s*Eigenvalues.*$…..[^E][^i][^g].*



	endOffset

	1



	xml:base

	l716/l716.secondderiv.xml







Input



The second derivative matrix:
                         R1        R2        R3        R4        A1
          R1           0.32284
          R2           0.00000   0.32284
          R3           0.00000   0.00000   0.32284
          R4           0.00000   0.00000   0.00000   0.32284
          A1           0.00000   0.00000   0.00000   0.00000   0.16000
          A2           0.00000   0.00000   0.00000   0.00000   0.00000
          A3           0.00000   0.00000   0.00000   0.00000   0.00000
          A4           0.00000   0.00000   0.00000   0.00000   0.00000
          A5           0.00000   0.00000   0.00000   0.00000   0.00000
          A6           0.00000   0.00000   0.00000   0.00000   0.00000
                         A2        A3        A4        A5        A6
          A2           0.16000
          A3           0.00000   0.16000
          A4           0.00000   0.00000   0.16000
          A5           0.00000   0.00000   0.00000   0.16000
          A6           0.00000   0.00000   0.00000   0.00000   0.16000
    Eigenvalues ---    0.16000   0.16000   0.16000   0.16000   0.16000
    Eigenvalues ---    0.32284   0.32284   0.32284   0.322841000.00000






Output text



<comment class="example.output" id="l716.secondderiv">
    <module cmlx:templateRef="l716.secondderiv">
      <array delimiter="|" dataType="xsd:string" size="10" dictRef="cc:coordid">|R1|R2|R3|R4|A1|A2|A3|A4|A5|A6|</array>
      <array dataType="xsd:double" size="55" dictRef="cc:secondderiv" type="lowerTriangle">0.32284 0.0 0.32284 0.0 0.0 0.32284 0.0 0.0 0.0 0.32284 0.0 0.0 0.0 0.0 0.16 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.16 0.0 0.16 0.0 0.0 0.16 0.0 0.0 0.0 0.16 0.0 0.0 0.0 0.0 0.16</array>
      <array dataType="xsd:double" size="10" dictRef="cc:eigenval">0.16 0.16 0.16 0.16 0.16 0.32284 0.32284 0.32284 0.32284 1000.0</array>
    </module>
  </comment>






Template definition



<record repeat="*">\s*The second derivative matrix.*</record>
<templateList>  <template pattern="\s{20}\s*\S+\s*.*" endPattern="(\s*Eig.*)|(\s{20}).*" repeat="*">    <record id="serial">{1_5A,cc:coordid}\s*</record>    <record id="row" repeat="*">{A,x:x}{1_5F,cc:secondderiv}\s*</record>
    </template>  <template repeat="*" pattern="\s*Eigenvalues.*" endPattern=".*">    <record repeat="*" id="eigen">\s*Eigenvalues \-\-\-\s{1_5F10.5,cc:eigenval}\s*</record>
    </template>
  </templateList>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:coordid']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:secondderiv']" />
<transform process="addAttribute" xpath=".//cml:array[@dictRef='cc:secondderiv']" name="type" value="lowerTriangle" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:eigenval']" />
<transform process="delete" xpath=".//*[@dictRef='x:x']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='NULL_ID']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716.forceconstants
    

    

   


  

    
      
          
            
  
l716.forceconstants


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.forceconstants



	name

	Force constants in Cartesian coordinates



	repeat

	*



	pattern

	\s*Force constants in Cartesian coordinates\:\s*$.*



	endPattern

	\s\s\s\s\.*$\s?[A-Z].*



	endOffset

	0



	xml:base

	l716/l716.forceconstants.xml







Input



  Force constants in Cartesian coordinates:
               1             2             3             4             5
     1  0.565888D+00
     2 -0.128506D+00  0.123742D+00
     3 -0.210251D-01 -0.778257D-01  0.587786D+00
     4 -0.504698D-01  0.836392D-02 -0.150095D-02  0.422679D-01
     5  0.836052D-02 -0.216470D-01 -0.554360D-02 -0.706788D-02  0.178831D-01
     6  0.155313D-02  0.571389D-02 -0.350545D+00 -0.714291D-03 -0.264119D-02
     7 -0.286055D+00  0.892627D-02  0.124822D+00  0.454023D-02  0.236413D-04
     8 -0.104744D-02 -0.216996D-01  0.998152D-02  0.108858D-02  0.419079D-02
     9  0.121781D+00  0.476972D-02 -0.115020D+00  0.248610D-01  0.121752D-02
    10 -0.222668D+00  0.107922D+00 -0.102846D+00  0.396420D-02  0.114317D-03
    11  0.117910D+00 -0.850443D-01  0.713939D-01 -0.963422D-03  0.477647D-02
    12 -0.102853D+00  0.653622D-01 -0.114978D+00 -0.208717D-01  0.135612D-01
    13 -0.402967D-02  0.198789D-01  0.325553D-02 -0.282838D-03 -0.184074D-02
    14  0.198804D-01  0.644063D-01  0.120397D-01 -0.183058D-02 -0.659270D-02
    15  0.325327D-02  0.120319D-01 -0.741130D-02 -0.181724D-02 -0.676351D-02
    16 -0.266511D-02 -0.165853D-01 -0.270591D-02 -0.196231D-04  0.410139D-03
    17 -0.165975D-01 -0.597576D-01 -0.100459D-01  0.409377D-03  0.138928D-02
    18 -0.270970D-02 -0.100521D-01  0.168220D-03  0.432661D-04  0.169562D-03
               6             7             8             9            10
     6  0.365251D+00
     7 -0.396774D-02  0.295260D+00
     8 -0.537661D-03 -0.560184D-02  0.179396D-01
     9 -0.639216D-02 -0.133097D+00 -0.504526D-02  0.112311D+00
    10  0.315302D-02 -0.114412D-01  0.120477D-01 -0.128108D-01  0.230049D+00
    11 -0.246911D-02 -0.263373D-02  0.475737D-02  0.284875D-03 -0.117728D+00
    12 -0.639316D-02  0.112170D-01 -0.619160D-02  0.901560D-02  0.112493D+00
    13 -0.674998D-04 -0.292640D-02 -0.682356D-02 -0.441550D-03 -0.424118D-03
    14 -0.233854D-03 -0.105353D-02 -0.656777D-02 -0.150894D-02 -0.252176D-02
    15 -0.266892D-02  0.131563D-02  0.150708D-02 -0.237160D-04 -0.383647D-03
    16  0.433823D-04  0.622631D-03  0.336536D-03 -0.293380D-03  0.519981D-03
    17  0.167928D-03  0.339187D-03  0.137959D-02  0.282082D-03  0.165798D-03
    18  0.747723D-03 -0.290234D-03  0.285921D-03  0.108984D-03  0.394027D-03
              11            12            13            14            15
    11  0.831240D-01
    12 -0.712926D-01  0.112269D+00
    13  0.325270D-02 -0.379079D-03  0.208450D-01
    14 -0.910013D-02 -0.153984D-02  0.955817D-02  0.541122D-01
    15  0.198295D-02 -0.220872D-04  0.150566D-02  0.591224D-02  0.190513D-01
    16  0.162670D-03  0.393875D-03 -0.131819D-01 -0.240327D-01 -0.387368D-02
    17  0.148655D-02  0.100596D-03 -0.240255D-01 -0.962579D-01 -0.146707D-01
    18  0.999785D-04  0.108437D-03 -0.387307D-02 -0.146693D-01 -0.892525D-02
              16            17            18
    16  0.147241D-01
    17  0.397087D-01  0.151760D+00
    18  0.643571D-02  0.241660D-01  0.779189D-02
Force constants in internal coordinates:






Output text



<comment class="example.output" id="l716.forcematrix">
    <module cmlx:templateRef="l716.forceconstants">
      <array dataType="xsd:double" size="171" dictRef="cc:forceconst">0.565888 -0.128506 0.123742 -0.0210251 -0.0778257 0.587786 -0.0504698 0.00836392 -0.00150095 0.0422679 0.00836052 -0.021647 -0.0055436 -0.00706788 0.0178831 0.00155313 0.00571389 -0.350545 -7.14291E-4 -0.00264119 0.365251 -0.286055 0.00892627 0.124822 0.00454023 2.36413E-5 -0.00396774 0.29526 -0.00104744 -0.0216996 0.00998152 0.00108858 0.00419079 -5.37661E-4 -0.00560184 0.0179396 0.121781 0.00476972 -0.11502 0.024861 0.00121752 -0.00639216 -0.133097 -0.00504526 0.112311 -0.222668 0.107922 -0.102846 0.0039642 1.14317E-4 0.00315302 -0.0114412 0.0120477 -0.0128108 0.230049 0.11791 -0.0850443 0.0713939 -9.63422E-4 0.00477647 -0.00246911 -0.00263373 0.00475737 2.84875E-4 -0.117728 0.083124 -0.102853 0.0653622 -0.114978 -0.0208717 0.0135612 -0.00639316 0.011217 -0.0061916 0.0090156 0.112493 -0.0712926 0.112269 -0.00402967 0.0198789 0.00325553 -2.82838E-4 -0.00184074 -6.74998E-5 -0.0029264 -0.00682356 -4.4155E-4 -4.24118E-4 0.0032527 -3.79079E-4 0.020845 0.0198804 0.0644063 0.0120397 -0.00183058 -0.0065927 -2.33854E-4 -0.00105353 -0.00656777 -0.00150894 -0.00252176 -0.00910013 -0.00153984 0.00955817 0.0541122 0.00325327 0.0120319 -0.0074113 -0.00181724 -0.00676351 -0.00266892 0.00131563 0.00150708 -2.3716E-5 -3.83647E-4 0.00198295 -2.20872E-5 0.00150566 0.00591224 0.0190513 -0.00266511 -0.0165853 -0.00270591 -1.96231E-5 4.10139E-4 4.33823E-5 6.22631E-4 3.36536E-4 -2.9338E-4 5.19981E-4 1.6267E-4 3.93875E-4 -0.0131819 -0.0240327 -0.00387368 0.0147241 -0.0165975 -0.0597576 -0.0100459 4.09377E-4 0.00138928 1.67928E-4 3.39187E-4 0.00137959 2.82082E-4 1.65798E-4 0.00148655 1.00596E-4 -0.0240255 -0.0962579 -0.0146707 0.0397087 0.15176 -0.0027097 -0.0100521 1.6822E-4 4.32661E-5 1.69562E-4 7.47723E-4 -2.90234E-4 2.85921E-4 1.08984E-4 3.94027E-4 9.99785E-5 1.08437E-4 -0.00387307 -0.0146693 -0.00892525 0.00643571 0.024166 0.00779189</array>
    </module>
  </comment>






Template definition



<record id="forceconstants">{X,x:forceconstantsxx}</record>
<templateList>  <template id="l716.forceconst.chunk" pattern="\s\s\s\s\s\s\s\s*\d+\s*[\d\s]*$.*" endPattern="((\s\s\s\s\s\s\s\s\s*[\s\d]+.*)|(\s?[A-Z].*))" repeat="*">    <record id="serial">{1_5I,cc:serial}</record>    <record repeat="*" id="row">\s*{I,g:row}\s{1_5E,cc:forceconst}</record>
    </template>

  </templateList>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='x:serial']" />
<transform process="addAttribute" xpath=".//cml:array[@dictRef='cc:forceconst']" name="cmlx:row" value="$string(../cml:scalar[@dictRef='g:row'])" />
<transform process="joinArrays" xpath=".//cml:array[@cmlx:row]" key="$string(@cmlx:row)" />
<transform process="joinArrays" xpath=".//cml:module[@cmlx:templateRef='l716.forceconst.chunk'][1]//cml:list[@cmlx:templateRef='row']//cml:array[@dictRef='cc:forceconst']" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='g:row']" />
<transform process="delete" xpath=".//cml:array[@dictRef='cc:serial']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='x:forceconstantsxx']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='l716.forceconst.chunk']" />
<transform process="delete" xpath="./text()" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l716.forcematrix



	lowfreq

	l716.diagvib

	l716.freq.chunkx








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.forcematrix



	name

	Full mass-weighted force constant matrix



	repeat

	*



	pattern

	\s*Full mass-weighted force constant matrix:.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	l716/l716.forcematrix.xml







Input



Full mass-weighted force constant matrix:
Low frequencies ---    0.0018    0.0024    0.0026    6.3218    7.5564   17.5412
Low frequencies ---   55.1764   72.8335  137.6925
Diagonal vibrational polarizability:
      26.5910881       4.6882388       9.8373439
Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                    A                      A                      A
Frequencies --    55.1630                72.8261               137.6920
Red. masses --    18.1478                 5.0229                13.6980
Frc consts  --     0.0325                 0.0157                 0.1530
IR Inten    --     2.0482                 0.8181                 0.0187
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.06   0.00  -0.26     0.00   0.17   0.00     0.13   0.00   0.17
  2   6     0.07   0.00  -0.26     0.13   0.13   0.17     0.14  -0.01   0.22
 13  17    -0.49   0.00   0.17     0.00  -0.18   0.00    -0.32   0.00  -0.32
                   31                     32                     33
                    A                      A                      A
Frequencies --  3208.5029              3209.2965              3220.1871
Red. masses --     1.0935                 1.0954                 1.0956
Frc consts  --     6.6327                 6.6474                 6.6938
IR Inten    --     0.0967                 1.3255                 6.8401
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.03   0.00   0.02     0.00   0.00   0.00    -0.07   0.00   0.04
  2   6     0.01  -0.02  -0.01    -0.02   0.03   0.01    -0.01   0.03   0.00
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00






Output text



<comment class="example.output" id="1716.forcematrix">
    <module cmlx:templateRef="l716.forcematrix">
      <module cmlx:lineCount="2" cmlx:templateRef="lowfreq">
        <array dataType="xsd:double" size="9" dictRef="g:1716.lowfreq" cmlx:templateRef="lowfreq">0.0018 0.0024 0.0026 6.3218 7.5564 17.5412 55.1764 72.8335 137.6925</array>
      </module>
      <module cmlx:lineCount="1" cmlx:templateRef="l716.diagvib" /> 26.5910881 4.6882388 9.8373439
      <array dataType="xsd:integer" size="6" dictRef="x:serial">1 2 3 31 32 33</array>
      <array delimiter="|" dataType="xsd:string" size="6" dictRef="cc:irrep">|A|A|A|A|A|A|</array>
      <array dataType="xsd:double" size="6" dictRef="cc:frequency">55.163 72.8261 137.692 3208.5029 3209.2965 3220.1871</array>
      <array dataType="xsd:double" size="6" dictRef="cc:redmass">18.1478 5.0229 13.698 1.0935 1.0954 1.0956</array>
      <array dataType="xsd:double" size="6" dictRef="cc:forceconst">0.0325 0.0157 0.153 6.6327 6.6474 6.6938</array>
      <array dataType="xsd:double" size="6" dictRef="cc:irintensity">2.0482 0.8181 0.0187 0.0967 1.3255 6.8401</array>
      <module cmlx:lineCount="25" cmlx:templateRef="l716.freq.chunkx">
        <array dataType="xsd:integer" size="3" dictRef="x:serial">1 2 13</array>
        <array dataType="xsd:integer" size="3" dictRef="cc:atomicNumber">6 6 17</array>
        <array dataType="xsd:double" size="54" dictRef="cc:displacement">0.06 0.0 -0.26 0.0 0.17 0.0 0.13 0.0 0.17 0.07 0.0 -0.26 0.13 0.13 0.17 0.14 -0.01 0.22 -0.49 0.0 0.17 0.0 -0.18 0.0 -0.32 0.0 -0.32 -0.03 0.0 0.02 0.0 0.0 0.0 -0.07 0.0 0.04 0.01 -0.02 -0.01 -0.02 0.03 0.01 -0.01 0.03 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0</array>
      </module>
    </module>
  </comment>






Template definition



<record />
<templateList>  <xi:include href="l716/l716.lowfreq.xml" />  <xi:include href="l716/l716.diagvib.xml" />  <xi:include href="l716/l716.freq.chunk.xml" />
  </templateList>
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lowfreq


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	lowfreq



	pattern

	\sLow frequencies.*



	endPattern

	.*



	endOffset

	1



	xml:base

	l716/l716.lowfreq.xml







Input



Low frequencies ---    0.0018    0.0024    0.0026    6.3218    7.5564   17.5412
Low frequencies ---   55.1764   72.8335  137.6925






Output text



<comment class="example.output" id="l716.lowfreq">
    <module cmlx:templateRef="lowfreq">
      <array dataType="xsd:double" size="9" dictRef="g:1716.lowfreq" cmlx:templateRef="lowfreq">0.0018 0.0024 0.0026 6.3218 7.5564 17.5412 55.1764 72.8335 137.6925</array>
    </module>
  </comment>






Template definition



<record id="lowfreq" repeat="*">\sLow frequencies\s\-\-\-{1_6F,g:1716.lowfreq}</record>
<transform process="joinArrays" xpath="./cml:list/cml:array" />
<transform process="pullupSingleton" xpath="./cml:list" />
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l716.diagvib


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.diagvib



	pattern

	\sDiagonal vibrational polarizability:\s*$\s\s+[\d\.\-\s]+



	endPattern

	.*



	endPattern2

	~



	endOffset

	0



	xml:base

	l716/l716.diagvib.xml







Input



Diagonal vibrational polarizability:
      26.5910881       4.6882388       9.8373439






Output text



<comment class="example.output" id="l716.diagvib">
    <module cmlx:templateRef="l716.diagvib">
      <array dataType="xsd:double" size="3" dictRef="cc:diagvib" cmlx:templateRef="diagvib">26.5910881 4.6882388 9.8373439</array>
    </module>
  </comment>






Template definition



<record id="diagvib" />
<record id="diagvib">\s*{3F,cc:diagvib}\s*</record>
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716.freq.chunkx
    

    

   


  

    
      
          
            
  
l716.freq.chunkx


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.freq.chunkx



	pattern

	\sHarmonic\sfrequencies.*



	repeat

	*



	endPattern

	\s*



	endPattern2

	.*$\sHarmonic\sfrequencies.*



	endOffset

	1



	xml:base

	l716/l716.freq.chunk.xml







Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                   T2                     T2                     T2
Frequencies --  1373.4987              1373.4987              1373.4987
Red. masses --     1.1787                 1.1787                 1.1787
Frc consts  --     1.3101                 1.3101                 1.3101
IR Inten    --    15.4253                15.4253                15.4253
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.00   0.00   0.12     0.03   0.12   0.00     0.12  -0.03   0.00
  2   1     0.23   0.23  -0.36     0.11  -0.30   0.30    -0.43   0.32   0.17
  3   1    -0.24  -0.24  -0.39     0.13  -0.28  -0.27    -0.42   0.33  -0.15
  4   1     0.21  -0.25  -0.37    -0.34  -0.41  -0.14    -0.30  -0.11   0.30
  5   1    -0.25   0.21  -0.37    -0.32  -0.43   0.17    -0.29  -0.13  -0.28
                    4                      5                      6
                    E                      E                     A1
Frequencies --  1593.9619              1593.9619              3053.5976
Red. masses --     1.0078                 1.0078                 1.0078
Frc consts  --     1.5087                 1.5087                 5.5368
IR Inten    --     0.0000                 0.0000                 0.0000
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  2   1     0.40  -0.28  -0.12    -0.09  -0.30   0.39    -0.29  -0.29  -0.29
  3   1    -0.40   0.28  -0.12     0.09   0.30   0.39     0.29   0.29  -0.29
  4   1    -0.40  -0.28   0.12     0.09  -0.30  -0.39     0.29  -0.29   0.29
  5   1     0.40   0.28   0.12    -0.09   0.30  -0.39    -0.29   0.29   0.29
                    7                      8                      9
                   T2                     T2                     T2
Frequencies --  3163.9228              3163.9228              3163.9228
Red. masses --     1.1019                 1.1019                 1.1019
Frc consts  --     6.4991                 6.4991                 6.4991
IR Inten    --    26.4210                26.4210                26.4210
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.09   0.00   0.00     0.00   0.09   0.00     0.00   0.00   0.09
  2   1    -0.28  -0.30  -0.30    -0.28  -0.26  -0.28    -0.30  -0.30  -0.28
  3   1    -0.28  -0.30   0.30    -0.29  -0.28   0.29     0.29   0.29  -0.27
  4   1    -0.27   0.29  -0.29     0.31  -0.29   0.31    -0.29   0.29  -0.27
  5   1    -0.27   0.29   0.29     0.29  -0.27  -0.29     0.30  -0.30  -0.28






Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                    A                      A                      A
Frequencies --    65.4138                83.8067               151.0061
Red. masses --     7.6558                 4.6852                 9.6896
Frc consts  --     0.0193                 0.0194                 0.1302
IR Inten    --     6.4356                 1.1086                 1.4766
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.10   0.00  -0.06    -0.15   0.05  -0.15     0.15   0.00   0.18
  2   6     0.16   0.00   0.04     0.00   0.01   0.00     0.09   0.00   0.06
  3   6     0.10   0.00  -0.06     0.15   0.05   0.15     0.15   0.00   0.18
  4   6     0.04   0.00  -0.17     0.14   0.13   0.14     0.15  -0.01   0.20
  5   6     0.04   0.00  -0.18     0.00   0.17   0.00     0.15   0.00   0.18
  6   6     0.04   0.00  -0.17    -0.14   0.13  -0.14     0.15   0.01   0.20
  7   1     0.12   0.00  -0.02    -0.28   0.02  -0.28     0.14   0.00   0.17
  8   7     0.26   0.00   0.25     0.00  -0.06   0.00    -0.06   0.00  -0.23
  9   1     0.12   0.00  -0.02     0.28   0.02   0.28     0.14   0.00   0.17
 10   1     0.02   0.00  -0.22     0.26   0.16   0.26     0.17  -0.01   0.22
 11   1     0.04   0.00  -0.17     0.00   0.21   0.00     0.03   0.00   0.00
 12   1     0.02   0.00  -0.22    -0.26   0.16  -0.26     0.17   0.01   0.23
 13  17    -0.30   0.00   0.10     0.00  -0.17   0.00    -0.28   0.00  -0.25
 14   1     0.35   0.00   0.34     0.11  -0.06   0.11    -0.15   0.00  -0.32
 15   1     0.35   0.00   0.34    -0.11  -0.06  -0.11    -0.15   0.00  -0.32
                    4                      5                      6
                    A                      A                      A
Frequencies --   242.5563               317.4264               382.6507
Red. masses --     3.8868                 1.3053                 2.4340
Frc consts  --     0.1347                 0.0775                 0.2100
IR Inten    --     8.5546               376.3497                 2.3573
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.10   0.00  -0.18    -0.01   0.01  -0.02     0.05   0.13   0.01
  2   6    -0.06   0.00  -0.11    -0.01   0.00  -0.01     0.00   0.15   0.00
  3   6    -0.10   0.00  -0.18    -0.01  -0.01  -0.02    -0.05   0.13  -0.01
  4   6     0.03   0.00   0.07    -0.01   0.00   0.00    -0.04  -0.02   0.07
  5   6     0.15   0.00   0.30     0.01   0.00   0.03     0.00  -0.06   0.00
  6   6     0.03   0.00   0.07    -0.01   0.00   0.00     0.04  -0.02  -0.07
  7   1    -0.17   0.00  -0.31    -0.01   0.01  -0.02     0.15   0.18  -0.01
  8   7     0.06   0.00   0.14     0.10   0.00   0.11     0.00  -0.21   0.00
  9   1    -0.17   0.00  -0.31    -0.01  -0.01  -0.02    -0.15   0.18   0.01
 10   1     0.05   0.00   0.11    -0.01   0.00  -0.01    -0.09  -0.07   0.17
 11   1     0.18   0.00   0.34     0.01   0.00   0.03     0.00  -0.13   0.00
 12   1     0.05   0.00   0.11    -0.01   0.00  -0.01     0.09  -0.07  -0.17
 13  17    -0.02   0.00  -0.06     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.24   0.01   0.33    -0.44  -0.05  -0.54     0.20  -0.44  -0.32
 15   1     0.24  -0.01   0.33    -0.44   0.05  -0.54    -0.20  -0.44   0.32
                    7                      8                      9
                    A                      A                      A
Frequencies --   398.6217               430.7696               485.1838
Red. masses --     2.1756                 1.2232                 2.7592
Frc consts  --     0.2037                 0.1337                 0.3827
IR Inten    --     1.0597                 3.0580                 6.0672
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.06   0.04  -0.13     0.03   0.01   0.07     0.01  -0.01   0.02
  2   6     0.00   0.04   0.00     0.00   0.01   0.00     0.10   0.00   0.24
  3   6     0.06   0.04   0.13    -0.03   0.01  -0.07     0.01   0.01   0.02
  4   6    -0.09  -0.01  -0.13     0.02   0.00   0.05    -0.06   0.01  -0.12
  5   6     0.00  -0.03   0.00     0.00   0.00   0.00     0.13   0.00   0.17
  6   6     0.09  -0.01   0.13    -0.02   0.00  -0.05    -0.06  -0.01  -0.12
  7   1    -0.07   0.06  -0.23     0.11   0.01   0.20    -0.13  -0.01  -0.30
  8   7     0.00  -0.07   0.00     0.00  -0.03   0.00    -0.07   0.00  -0.06
  9   1     0.07   0.06   0.23    -0.11   0.01  -0.20    -0.13   0.01  -0.30
 10   1    -0.21  -0.02  -0.32     0.03   0.00   0.09    -0.25   0.00  -0.48
 11   1     0.00  -0.01   0.00     0.00  -0.02   0.00     0.10   0.00   0.13
 12   1     0.21  -0.02   0.32    -0.03   0.00  -0.09    -0.25   0.00  -0.48
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.01   0.00   0.00
 14   1     0.30  -0.03   0.38     0.31   0.10   0.57    -0.08   0.01  -0.03
 15   1    -0.30  -0.03  -0.38    -0.31   0.10  -0.57    -0.08  -0.01  -0.03
                   10                     11                     12
                    A                      A                      A
Frequencies --   533.6773               621.3235               700.3978
Red. masses --     5.9130                 6.4415                 2.5395
Frc consts  --     0.9922                 1.4651                 0.7340
IR Inten    --    14.7611                 0.3266                16.8325
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.04  -0.16  -0.03    -0.22   0.18   0.12    -0.04  -0.01  -0.09
  2   6    -0.25   0.00   0.06     0.00   0.14   0.00     0.09   0.00   0.18
  3   6     0.04   0.16  -0.03     0.22   0.18  -0.12    -0.04   0.01  -0.09
  4   6     0.11   0.15  -0.03     0.24  -0.24  -0.12     0.08   0.00   0.14
  5   6     0.28   0.00  -0.18     0.00  -0.14   0.00    -0.08   0.00  -0.15
  6   6     0.11  -0.15  -0.03    -0.24  -0.24   0.12     0.08   0.00   0.14
  7   1     0.28  -0.03  -0.05    -0.11   0.25   0.05    -0.26  -0.01  -0.53
  8   7    -0.29   0.00   0.19     0.00   0.08   0.00    -0.01   0.00  -0.01
  9   1     0.28   0.03  -0.05     0.11   0.25  -0.05    -0.26   0.01  -0.53
 10   1    -0.01   0.04   0.14     0.15  -0.31  -0.04     0.01   0.01   0.00
 11   1     0.30   0.00  -0.17     0.00   0.29   0.00    -0.20   0.00  -0.34
 12   1    -0.01  -0.04   0.14    -0.15  -0.31   0.04     0.01  -0.01   0.00
 13  17    -0.01   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.34  -0.01   0.12    -0.03   0.11   0.02    -0.04   0.01  -0.03
 15   1    -0.34   0.01   0.12     0.03   0.11  -0.02    -0.04  -0.01  -0.03
                   13                     14                     15
                    A                      A                      A
Frequencies --   793.0959               808.5986               829.8184
Red. masses --     1.6130                 1.2665                 4.8572
Frc consts  --     0.5978                 0.4879                 1.9706
IR Inten    --    58.2080                 0.7588                 4.5978
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.04   0.01  -0.08     0.04   0.00   0.08    -0.08  -0.19   0.02
  2   6     0.08   0.00   0.16     0.00   0.00   0.00     0.07   0.00   0.01
  3   6    -0.04  -0.01  -0.08    -0.04   0.00  -0.08    -0.08   0.19   0.02
  4   6    -0.01  -0.02  -0.04    -0.03   0.00  -0.06    -0.14   0.23   0.07
  5   6    -0.03   0.00  -0.02     0.00   0.00   0.00     0.11   0.00  -0.06
  6   6    -0.01   0.02  -0.04     0.03   0.00   0.06    -0.14  -0.23   0.07
  7   1     0.13   0.01   0.25    -0.25   0.00  -0.50    -0.02  -0.19   0.09
  8   7    -0.03   0.00  -0.02     0.00  -0.01   0.00     0.23   0.00  -0.14
  9   1     0.13  -0.01   0.25     0.25   0.00   0.50    -0.02   0.19   0.09
 10   1     0.23  -0.01   0.40     0.18   0.00   0.36    -0.33   0.09   0.26
 11   1     0.32   0.00   0.50     0.00   0.03   0.00     0.13   0.00  -0.01
 12   1     0.23   0.01   0.40    -0.18   0.00  -0.36    -0.33  -0.09   0.26
 13  17     0.00   0.00  -0.01     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.05   0.01  -0.02     0.03   0.02   0.08     0.27  -0.01  -0.13
 15   1    -0.05  -0.01  -0.02    -0.03   0.02  -0.08     0.27   0.01  -0.13
                   16                     17                     18
                    A                      A                      A
Frequencies --   905.1695               976.1181               984.8132
Red. masses --     1.3116                 1.3500                 1.5125
Frc consts  --     0.6331                 0.7578                 0.8643
IR Inten    --     1.3263                 0.0970                14.9225
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.04  -0.02   0.07     0.03   0.01   0.07    -0.02   0.05   0.06
  2   6    -0.03   0.00  -0.05     0.00  -0.01   0.00     0.00   0.00   0.00
  3   6     0.04   0.02   0.07    -0.03   0.01  -0.07    -0.02  -0.05   0.06
  4   6     0.00   0.01  -0.01     0.04   0.00   0.09    -0.05  -0.03  -0.07
  5   6    -0.06   0.00  -0.06     0.00  -0.01   0.00     0.13   0.00  -0.01
  6   6     0.00  -0.01  -0.01    -0.04   0.00  -0.09    -0.05   0.03  -0.07
  7   1    -0.20  -0.02  -0.40    -0.19   0.00  -0.35    -0.21   0.03  -0.22
  8   7     0.01   0.00   0.01     0.00  -0.01   0.00     0.01   0.00   0.00
  9   1    -0.20   0.02  -0.40     0.19   0.00   0.35    -0.21  -0.03  -0.22
 10   1     0.05   0.01   0.08    -0.26   0.00  -0.50     0.15  -0.08   0.50
 11   1     0.40   0.00   0.63     0.00  -0.04   0.00    -0.15   0.00  -0.43
 12   1     0.05  -0.01   0.08     0.26   0.00   0.50     0.15   0.08   0.50
 13  17     0.00   0.00  -0.01     0.00   0.00   0.00     0.00   0.00   0.01
 14   1     0.01   0.00   0.00    -0.02   0.01   0.02     0.01   0.00   0.00
 15   1     0.01   0.00   0.00     0.02   0.01  -0.02     0.01   0.00   0.00
                   19                     20                     21
                    A                      A                      A
Frequencies --  1002.0253              1020.3744              1037.9059
Red. masses --     3.3999                 2.1578                 1.5462
Frc consts  --     2.0113                 1.3236                 0.9814
IR Inten    --     3.4776                 1.1323                 0.4051
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.11   0.23   0.03     0.03   0.10  -0.01     0.03  -0.09  -0.01
  2   6     0.00   0.00   0.00     0.00   0.00   0.01     0.00   0.09   0.00
  3   6    -0.11  -0.23   0.03     0.03  -0.10  -0.01    -0.03  -0.09   0.01
  4   6     0.00   0.04   0.07    -0.02   0.18  -0.02     0.03  -0.05  -0.01
  5   6     0.20   0.00  -0.18    -0.09   0.00   0.07     0.00   0.07   0.00
  6   6     0.00  -0.04   0.07    -0.02  -0.18  -0.02    -0.03  -0.05   0.01
  7   1     0.01   0.27   0.14     0.26   0.27  -0.20     0.07  -0.06  -0.07
  8   7     0.02   0.00  -0.02    -0.01   0.00   0.00     0.00   0.10   0.00
  9   1     0.01  -0.27   0.14     0.26  -0.27  -0.20    -0.07  -0.06   0.07
 10   1    -0.22   0.01  -0.29     0.33   0.37   0.01     0.14   0.04  -0.11
 11   1     0.52   0.00   0.26    -0.21   0.00  -0.08     0.00   0.28   0.00
 12   1    -0.22  -0.01  -0.29     0.33  -0.37   0.01    -0.14   0.04   0.11
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.03   0.01   0.01    -0.01   0.00   0.01     0.55  -0.22  -0.20
 15   1     0.03  -0.01   0.01    -0.01   0.00   0.01    -0.55  -0.22   0.20
                   22                     23                     24
                    A                      A                      A
Frequencies --  1122.0177              1184.8243              1203.7377
Red. masses --     1.3509                 1.0705                 1.1275
Frc consts  --     1.0020                 0.8854                 0.9625
IR Inten    --     4.6864                 2.1182                54.1103
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.06   0.00  -0.03    -0.01   0.00   0.01     0.04   0.01  -0.02
  2   6     0.00   0.00   0.00     0.00  -0.01   0.00    -0.02   0.00   0.01
  3   6    -0.06   0.00   0.03     0.01   0.00  -0.01     0.04  -0.01  -0.02
  4   6     0.02  -0.05   0.00    -0.03  -0.01   0.02    -0.03  -0.03   0.02
  5   6     0.00   0.10   0.00     0.00   0.04   0.00    -0.02   0.00   0.01
  6   6    -0.02  -0.05   0.00     0.03  -0.01  -0.02    -0.03   0.03   0.02
  7   1     0.37   0.19  -0.18    -0.23  -0.14   0.12     0.41   0.25  -0.22
  8   7     0.00  -0.06   0.00     0.00   0.01   0.00     0.01   0.00  -0.01
  9   1    -0.37   0.19   0.18     0.23  -0.14  -0.12     0.41  -0.25  -0.22
 10   1     0.06  -0.03  -0.05    -0.40  -0.25   0.19    -0.36  -0.24   0.18
 11   1     0.00   0.59   0.00     0.00   0.55   0.00    -0.01   0.00   0.03
 12   1    -0.06  -0.03   0.05     0.40  -0.25  -0.19    -0.36   0.24   0.18
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.27   0.10   0.10     0.03  -0.01  -0.01     0.03  -0.01  -0.01
 15   1     0.27   0.10  -0.10    -0.03  -0.01   0.01     0.03   0.01  -0.01
                   25                     26                     27
                    A                      A                      A
Frequencies --  1346.3589              1362.9356              1372.7724
Red. masses --     2.7644                 1.8280                 2.4049
Frc consts  --     2.9523                 2.0006                 2.6702
IR Inten    --    97.2405                 0.0291                 1.1861
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.08   0.05  -0.04    -0.01  -0.02   0.00    -0.13  -0.09   0.07
  2   6     0.26   0.00  -0.15     0.00   0.20   0.00     0.00   0.10   0.00
  3   6     0.08  -0.05  -0.04     0.01  -0.02   0.00     0.13  -0.09  -0.07
  4   6    -0.04   0.08   0.02    -0.08  -0.07   0.04    -0.06  -0.04   0.02
  5   6    -0.02   0.00   0.01     0.00   0.04   0.00     0.00   0.21   0.00
  6   6    -0.04  -0.08   0.02     0.08  -0.07  -0.04     0.06  -0.04  -0.02
  7   1    -0.26  -0.18   0.13    -0.35  -0.24   0.18     0.27   0.18  -0.15
  8   7    -0.14   0.00   0.08     0.00  -0.06   0.00     0.00  -0.01   0.00
  9   1    -0.26   0.18   0.13     0.35  -0.24  -0.18    -0.27   0.18   0.15
 10   1    -0.37  -0.12   0.19     0.32   0.19  -0.17    -0.26  -0.17   0.12
 11   1    -0.02   0.00   0.02     0.00   0.14   0.00     0.00  -0.62   0.00
 12   1    -0.37   0.12   0.19    -0.32   0.19   0.17     0.26  -0.17  -0.12
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.29   0.08   0.15    -0.25   0.09   0.09    -0.06   0.03   0.02
 15   1    -0.29  -0.08   0.15     0.25   0.09  -0.09     0.06   0.03  -0.02
                   28                     29                     30
                    A                      A                      A
Frequencies --  1515.7951              1517.6652              1566.3435
Red. masses --     2.3148                 2.6095                 5.1766
Frc consts  --     3.1336                 3.5412                 7.4829
IR Inten    --   126.2126                 2.0999                 6.4883
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.04  -0.09   0.02     0.15   0.00  -0.08    -0.03  -0.19   0.02
  2   6     0.17   0.00  -0.10     0.00   0.09   0.00     0.00   0.34   0.00
  3   6    -0.04   0.09   0.02    -0.15   0.01   0.08     0.03  -0.19  -0.02
  4   6    -0.11  -0.09   0.06     0.15  -0.03  -0.08     0.11   0.19  -0.05
  5   6     0.08   0.00  -0.05     0.00   0.14   0.00     0.00  -0.28   0.00
  6   6    -0.11   0.09   0.06    -0.15  -0.03   0.08    -0.11   0.19   0.05
  7   1     0.36   0.16  -0.19    -0.21  -0.25   0.11     0.23  -0.04  -0.12
  8   7    -0.05   0.00   0.03     0.00  -0.04   0.00     0.00  -0.07   0.00
  9   1     0.36  -0.16  -0.19     0.21  -0.25  -0.11    -0.23  -0.04   0.12
 10   1     0.37   0.22  -0.19    -0.16  -0.26   0.08    -0.29  -0.06   0.15
 11   1     0.11   0.00  -0.04     0.00  -0.62   0.00     0.00   0.35   0.00
 12   1     0.37  -0.22  -0.19     0.16  -0.26  -0.08     0.29  -0.06  -0.15
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.14   0.06   0.08    -0.12   0.03   0.05    -0.23   0.08   0.08
 15   1    -0.15  -0.06   0.08     0.12   0.03  -0.05     0.23   0.08  -0.08
                   31                     32                     33
                    A                      A                      A
Frequencies --  1643.4248              1663.8373              3167.6179
Red. masses --     3.1606                 1.4312                 1.0892
Frc consts  --     5.0295                 2.3344                 6.4391
IR Inten    --   164.3738               347.7203                 5.8592
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.19   0.05  -0.10     0.06   0.01  -0.03     0.03  -0.05  -0.01
  2   6    -0.10   0.00   0.06    -0.09   0.00   0.04     0.00   0.00   0.00
  3   6     0.19  -0.05  -0.10     0.06  -0.01  -0.03    -0.03  -0.05   0.01
  4   6    -0.17  -0.04   0.09    -0.04  -0.01   0.02     0.00   0.01   0.00
  5   6     0.07   0.00  -0.05     0.02   0.00  -0.01     0.00   0.00   0.00
  6   6    -0.17   0.04   0.09    -0.04   0.01   0.02     0.00   0.01   0.00
  7   1    -0.18  -0.20   0.09    -0.05  -0.06   0.02    -0.31   0.59   0.15
  8   7    -0.05   0.00   0.03     0.10   0.00  -0.06     0.00   0.00   0.00
  9   1    -0.18   0.20   0.09    -0.05   0.06   0.02     0.31   0.59  -0.15
 10   1     0.13   0.18  -0.07     0.04   0.04  -0.02     0.07  -0.14  -0.04
 11   1     0.10   0.00  -0.01     0.02   0.00   0.00     0.00   0.00   0.00
 12   1     0.13  -0.18  -0.07     0.04  -0.04  -0.02    -0.07  -0.14   0.04
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.34  -0.29  -0.25    -0.43   0.40   0.35     0.00   0.00   0.00
 15   1     0.34   0.29  -0.25    -0.43  -0.40   0.35     0.00   0.00   0.00
                   34                     35                     36
                    A                      A                      A
Frequencies --  3168.0223              3197.8237              3199.3644
Red. masses --     1.0891                 1.0925                 1.0935
Frc consts  --     6.4401                 6.5823                 6.5949
IR Inten    --    14.6297                 1.4311                 6.3927
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.03  -0.05  -0.01    -0.01   0.02   0.00     0.01  -0.01   0.00
  2   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  3   6     0.03   0.05  -0.01    -0.01  -0.02   0.00    -0.01  -0.01   0.00
  4   6     0.01  -0.01   0.00     0.03  -0.05  -0.01     0.03  -0.05  -0.01
  5   6     0.00   0.00   0.00    -0.02   0.00   0.01     0.00   0.00   0.00
  6   6     0.01   0.01   0.00     0.03   0.05  -0.01    -0.03  -0.05   0.01
  7   1    -0.30   0.59   0.15     0.09  -0.17  -0.05    -0.07   0.14   0.04
  8   7     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  9   1    -0.30  -0.58   0.15     0.09   0.17  -0.05     0.07   0.14  -0.04
 10   1    -0.09   0.17   0.04    -0.29   0.56   0.15    -0.31   0.59   0.16
 11   1     0.03   0.00  -0.02     0.22   0.00  -0.15     0.00  -0.01   0.00
 12   1    -0.09  -0.17   0.04    -0.29  -0.56   0.15     0.31   0.59  -0.16
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 15   1     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
                   37                     38                     39
                    A                      A                      A
Frequencies --  3230.6558              3599.3919              3712.7129
Red. masses --     1.0936                 1.0460                 1.1037
Frc consts  --     6.7251                 7.9841                 8.9633
IR Inten    --     6.8481               153.6753                39.7117
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  2   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  3   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  4   6    -0.01   0.02   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  5   6    -0.07   0.00   0.05     0.00   0.00   0.00     0.00   0.00   0.00
  6   6    -0.01  -0.02   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  7   1    -0.01   0.02   0.01     0.00   0.00   0.00     0.00   0.00   0.00
  8   7     0.00   0.00   0.00    -0.04   0.00   0.04     0.00   0.09   0.00
  9   1    -0.01  -0.02   0.01     0.00   0.00   0.00     0.00   0.00   0.00
 10   1     0.08  -0.16  -0.04     0.00   0.00   0.00     0.00   0.00   0.00
 11   1     0.80   0.00  -0.54     0.00   0.00   0.00     0.00   0.00   0.00
 12   1     0.08   0.16  -0.04     0.00   0.00   0.00     0.00   0.00   0.00
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.00   0.00   0.00     0.25   0.61  -0.26    -0.26  -0.60   0.27
 15   1     0.00   0.00   0.00     0.25  -0.61  -0.26     0.26  -0.60  -0.27






Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                    A                      A                      A
Frequencies --  -602.4882                -5.1426                13.1952
Red. masses --     1.2110                 5.8108                 6.4175
Frc consts  --     0.2590                 0.0001                 0.0007
%ModelSys   --    99.9630                80.1145                10.7518
%RealSys    --     0.0370                19.8855                89.2482
IR Inten    --    28.4083                 0.0195                 0.0440
 Atom  AN      X      Y      Z        X      Y      Z        X      Y      Z
    1  45    -0.01   0.00   0.02     0.02  -0.01   0.03    -0.01  -0.01   0.03
    2   1     0.21   0.61   0.70     0.03  -0.01   0.04    -0.03  -0.01   0.02
    3   6     0.02  -0.01  -0.04     0.02   0.01   0.03    -0.02  -0.02   0.04
    4   8    -0.01   0.00   0.00     0.01   0.01   0.03    -0.02  -0.04   0.04
    5  15     0.00   0.00  -0.01     0.02  -0.02   0.02     0.01  -0.02   0.04
    6  15     0.00   0.00   0.00     0.00  -0.01   0.01    -0.03  -0.01   0.01
    7   8     0.00   0.00   0.00     0.03  -0.03   0.03     0.00  -0.05   0.03
    8   8     0.00   0.00   0.00     0.01  -0.01   0.02     0.03  -0.04   0.04
    9   8     0.00   0.01   0.00     0.03  -0.02   0.01     0.02  -0.01   0.05
   10   6    -0.02  -0.04  -0.02    -0.07   0.02   0.03     0.00   0.00   0.02
   11   6    -0.01  -0.02  -0.10     0.01  -0.01   0.04    -0.02  -0.01   0.02
   12   1     0.08   0.13   0.10     0.05  -0.01   0.00    -0.03  -0.01   0.02
   13   1     0.07   0.18   0.12     0.03  -0.03   0.10    -0.02   0.00   0.01
   14   6     0.00   0.00   0.00     0.01  -0.01   0.00    -0.01  -0.01   0.03
   15   6     0.00   0.00   0.00     0.00  -0.01   0.00    -0.03   0.00  -0.04
   16   6     0.00   0.00   0.00     0.00   0.00   0.01    -0.07  -0.03   0.01
   17   6     0.00   0.00   0.00     0.03  -0.02   0.00     0.02   0.01   0.03
   18   6     0.00   0.00   0.00     0.01   0.00   0.01     0.01  -0.02   0.02
   19   6     0.00   0.00   0.00     0.03  -0.01   0.04     0.02  -0.02   0.02
   20   6     0.00   0.00   0.00    -0.01   0.01   0.01    -0.10  -0.02  -0.01
   21   6     0.00   0.00   0.00     0.02  -0.02  -0.01     0.02   0.01   0.03
   22   6     0.00   0.00   0.00     0.03  -0.03   0.00     0.02   0.02   0.02
   23   6     0.00   0.00   0.00     0.02  -0.02  -0.01     0.03   0.01   0.04
   24   6     0.00   0.00   0.00    -0.02   0.03   0.02    -0.13  -0.06   0.03
   25   6     0.00   0.00   0.00     0.03  -0.03  -0.02     0.06   0.02   0.05
   26   6     0.00   0.00   0.00     0.03  -0.03  -0.01     0.02   0.04  -0.01
   27   6     0.00   0.00   0.00     0.00   0.00   0.00    -0.03   0.00  -0.06
   28   6     0.00   0.00   0.00     0.01   0.00   0.01     0.00  -0.01  -0.02
   29   6     0.00   0.00   0.00     0.01  -0.01  -0.02     0.02   0.00   0.06
   30   6     0.00   0.00   0.00    -0.01   0.01   0.01    -0.07  -0.06   0.04
   31   6     0.00   0.00   0.00     0.01  -0.02   0.01    -0.01   0.01  -0.06
   32   6     0.00   0.00   0.00     0.03  -0.03  -0.02     0.07   0.02   0.06
   33   6     0.00   0.00   0.00     0.02  -0.03  -0.01     0.02   0.05  -0.02
   34   6     0.00   0.00   0.00     0.00  -0.01  -0.02     0.00  -0.02   0.05
   35   6     0.00   0.00   0.00     0.04  -0.02   0.00     0.03   0.01   0.03
   36   6     0.00   0.00   0.00     0.00   0.01   0.01    -0.04   0.01  -0.11
   37   6     0.00   0.00   0.00     0.00   0.00  -0.01    -0.04   0.00  -0.05
   38   6     0.00   0.00   0.00     0.03   0.03   0.06     0.08   0.03  -0.03
   39   6     0.00   0.00   0.00     0.04  -0.02  -0.01     0.03   0.03   0.01
   40   6     0.00   0.00   0.00     0.04   0.01   0.07     0.06   0.01   0.01
   41   6     0.00   0.00   0.00     0.00   0.00  -0.01    -0.01  -0.02   0.04
   42   6     0.00   0.00   0.00    -0.01   0.00  -0.01    -0.05  -0.01  -0.06
   43   6     0.00   0.00   0.00     0.02  -0.02  -0.03     0.07   0.01   0.07
   44   6     0.00   0.00   0.00    -0.01  -0.01  -0.02    -0.04  -0.02  -0.02
   45   6     0.00   0.00   0.00    -0.01   0.02   0.02    -0.13  -0.04   0.00
   46   6     0.00   0.00   0.00     0.02   0.03   0.04     0.06   0.03  -0.04
   47   6     0.00   0.00   0.00     0.01   0.04   0.03     0.08   0.05  -0.08
   48   6     0.00   0.00   0.00    -0.01   0.02   0.02    -0.10  -0.07   0.05
   49   6     0.00   0.00   0.00     0.00  -0.01   0.00    -0.01  -0.03   0.02
   50   6     0.00   0.00   0.00     0.01  -0.01  -0.01    -0.03   0.02  -0.11
   51   6     0.00   0.00   0.00     0.04  -0.03  -0.01     0.03   0.04  -0.01
   52   6     0.00   0.00   0.00     0.04  -0.01   0.06     0.03  -0.02   0.04
   53   6     0.00   0.00   0.00     0.02   0.01   0.03     0.03   0.00  -0.02
   54   6     0.00   0.00   0.00     0.00  -0.01  -0.02    -0.04   0.01  -0.09
   55   6     0.00   0.00   0.00     0.00   0.01  -0.01    -0.08   0.02  -0.15
   56   6     0.00   0.00   0.00     0.01  -0.02  -0.03     0.04   0.00   0.07
   57   6     0.00   0.00   0.00     0.02   0.06   0.03     0.11   0.08  -0.11
   58   6     0.00   0.00   0.00     0.04  -0.03  -0.02     0.03   0.06  -0.03
   59   6     0.00   0.00   0.00     0.03   0.05   0.07     0.11   0.06  -0.06
   60   6     0.00   0.00   0.00     0.03  -0.03  -0.02     0.03   0.08  -0.05
   61   6     0.00   0.00   0.00    -0.02   0.00  -0.02    -0.08   0.00  -0.10
   62   6     0.00   0.00   0.00     0.03  -0.04  -0.02     0.03   0.07  -0.05
   63   6     0.00   0.00   0.00    -0.01   0.00  -0.02    -0.10   0.01  -0.15
   64   6     0.00   0.00   0.00     0.01  -0.02   0.00    -0.01   0.02  -0.09
   65   6     0.00   0.00   0.00     0.03   0.07   0.05     0.13   0.09  -0.10
   66   1     0.00   0.00   0.00     0.04  -0.04  -0.03     0.09   0.03   0.07
   67   1     0.00   0.00   0.00     0.02  -0.03  -0.04     0.08   0.01   0.09
   68   1     0.00   0.00   0.00     0.00  -0.01  -0.03     0.04  -0.01   0.08
   69   1     0.00   0.00   0.00     0.04  -0.04  -0.01     0.06   0.03   0.04
   70   1     0.00   0.00   0.00    -0.01   0.00  -0.03    -0.05   0.01  -0.10
   71   1     0.00   0.00   0.00    -0.01   0.00  -0.02    -0.05   0.00  -0.04
   72   1     0.00   0.00   0.00     0.01  -0.02  -0.02    -0.03   0.03  -0.14
   73   1     0.00   0.00   0.00     0.02  -0.03   0.01     0.00   0.02  -0.11
   74   1     0.00   0.01  -0.01     0.02  -0.03   0.02     0.00   0.01  -0.05
   75   1     0.00   0.00   0.00    -0.01   0.00  -0.02     0.00  -0.03   0.06
   76   1     0.00   0.00   0.00     0.04  -0.02  -0.02     0.04   0.07  -0.04
   77   1     0.00   0.00   0.00     0.04  -0.03  -0.03     0.03   0.09  -0.07
   78   1     0.00   0.00   0.00     0.02  -0.04  -0.02     0.03   0.08  -0.06
   79   1     0.00   0.00   0.00     0.02  -0.03  -0.01     0.02   0.05  -0.02
   80   1     0.00   0.00   0.00     0.05  -0.01  -0.01     0.04   0.03   0.01
   81   1     0.00   0.00   0.00     0.04  -0.02   0.00     0.03   0.00   0.04
   82   1     0.00   0.00   0.00     0.04   0.05   0.08     0.12   0.07  -0.05
   83   1     0.00   0.00   0.00     0.03   0.08   0.06     0.15   0.11  -0.12
   84   1     0.00   0.00   0.00     0.01   0.08   0.03     0.13   0.10  -0.14
   85   1     0.00   0.00   0.00     0.01   0.04   0.01     0.07   0.05  -0.09
   86   1     0.00   0.00   0.00     0.05   0.02   0.09     0.07   0.01   0.02
   87   1     0.00   0.00   0.00     0.00   0.01   0.00    -0.09   0.03  -0.18
   88   1     0.00   0.00   0.00    -0.02   0.01  -0.03    -0.12   0.02  -0.18
   89   1     0.00   0.00   0.00    -0.02   0.00  -0.04    -0.10  -0.01  -0.10
   90   1     0.00   0.00   0.00     0.01   0.01   0.02    -0.03   0.02  -0.11
   91   1     0.00   0.00   0.00    -0.02  -0.01  -0.03    -0.05  -0.03  -0.01
   92   1     0.00   0.00   0.00     0.00  -0.01  -0.01     0.00  -0.04   0.06
   93   1     0.00   0.00   0.00     0.04  -0.02   0.08     0.02  -0.03   0.06
   94   1     0.00   0.00   0.00    -0.01   0.00  -0.01    -0.03  -0.03   0.03
   95   1     0.00   0.00   0.00    -0.02   0.04   0.02    -0.15  -0.07   0.03
   96   1     0.00   0.00   0.00    -0.02   0.03   0.02    -0.15  -0.03  -0.02
   97   1     0.00   0.00   0.00    -0.01   0.01   0.01    -0.10  -0.01  -0.03
   98   1     0.00   0.00   0.00     0.00   0.00   0.01    -0.04  -0.06   0.06
   99   1     0.00   0.00   0.00    -0.01   0.02   0.02    -0.10  -0.09   0.07
  100   1     0.03   0.05  -0.01    -0.11   0.02   0.08     0.01   0.00   0.01
  101   6     0.01   0.00  -0.01    -0.11   0.04  -0.05     0.00  -0.01   0.03
  102   6     0.00   0.00   0.00    -0.23   0.02  -0.05     0.02  -0.01   0.03
  103   6     0.00   0.00   0.00    -0.04   0.08  -0.12    -0.01  -0.02   0.04
  104   6     0.00   0.00   0.00    -0.27   0.03  -0.13     0.02  -0.01   0.04
  105   1     0.00   0.00   0.00    -0.29  -0.02   0.00     0.03   0.00   0.03
  106   6     0.00   0.00   0.00    -0.08   0.09  -0.19     0.00  -0.02   0.05
  107   1     0.00   0.00   0.00     0.05   0.09  -0.12    -0.02  -0.02   0.04
  108   6     0.00   0.00   0.00    -0.20   0.07  -0.19     0.01  -0.02   0.05
  109   1     0.00   0.00   0.00    -0.36   0.02  -0.13     0.04  -0.01   0.04
  110   1     0.00   0.00   0.00    -0.03   0.12  -0.24    -0.01  -0.03   0.06
  111   1     0.00   0.00   0.00    -0.23   0.09  -0.25     0.02  -0.02   0.06






Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                          1         2         3         4         5
                          A         A         A         A         A
      Frequencies ---   414.5846  414.7007  621.7840  621.7988  692.9056
   Reduced masses ---     2.9565    2.9566    6.0785    6.0783    1.0848
  Force constants ---     0.2994    0.2996    1.3846    1.3846    0.3069
   IR Intensities ---     0.0000    0.0000    0.0000    0.0000   77.5490
Coord Atom Element:
  1     1     6         -0.00001  -0.00001   0.34839  -0.01475   0.00000
  2     1     6          0.00000   0.00001  -0.08839  -0.15606   0.00001
  3     1     6         -0.16066   0.18243   0.00000   0.00001   0.03416
  1     2     6         -0.00001  -0.00001   0.07460   0.15585  -0.00001
  2     2     6          0.00001   0.00001   0.22950  -0.26692   0.00001
  3     2     6          0.23831   0.04798   0.00000   0.00001   0.03419
  1     3     6          0.00002   0.00001   0.01470   0.28103  -0.00002
  2     3     6          0.00000   0.00001   0.20740   0.17762  -0.00001
  3     3     6         -0.07767  -0.23036   0.00000   0.00001   0.03413
  1     4     6          0.00001   0.00001  -0.34839   0.01472   0.00000
  2     4     6          0.00000  -0.00001   0.08837   0.15607  -0.00001
  3     4     6         -0.16071   0.18239   0.00000   0.00002   0.03419
  1     5     6          0.00001   0.00001  -0.07462  -0.15583   0.00001
  2     5     6         -0.00001  -0.00001  -0.22948   0.26694  -0.00001
  3     5     6          0.23832   0.04791   0.00000   0.00001   0.03419
  1     6     6         -0.00002  -0.00001  -0.01468  -0.28102   0.00001
  2     6     6          0.00000  -0.00001  -0.20739  -0.17764   0.00001
  3     6     6         -0.07762  -0.23038   0.00000   0.00001   0.03414
  1     7     1         -0.00003   0.00000   0.33872   0.09093  -0.00004
  2     7     1         -0.00001   0.00000  -0.11793   0.20657  -0.00004
  3     7     1         -0.34620   0.39293  -0.00001  -0.00012  -0.40684
  1     8     1         -0.00001  -0.00001  -0.22791  -0.05388   0.00002
  2     8     1          0.00001   0.00001   0.15487  -0.31739   0.00002
  3     8     1          0.51348   0.10317   0.00001  -0.00013  -0.40676
  1     9     1          0.00001   0.00000  -0.33875  -0.09088   0.00001
  2     9     1          0.00000  -0.00001   0.11787  -0.20661   0.00004
  3     9     1         -0.34597   0.39316   0.00000  -0.00012  -0.40690
  1    10     1          0.00001   0.00000   0.22790   0.05394  -0.00002
  2    10     1          0.00000  -0.00001  -0.15491   0.31738  -0.00003
  3    10     1          0.51345   0.10349   0.00002  -0.00014  -0.40684
  1    11     1         -0.00001  -0.00001  -0.25128  -0.16838  -0.00001
  2    11     1          0.00000  -0.00001   0.04038  -0.29398   0.00002
  3    11     1         -0.16729  -0.49612   0.00001  -0.00012  -0.40673
  1    12     1          0.00003   0.00003   0.25128   0.16843   0.00003
  2    12     1          0.00000   0.00002  -0.04044   0.29396   0.00000
  3    12     1         -0.16700  -0.49624   0.00001  -0.00012  -0.40682
                          6         7         8         9        10
                          A         A         A         A         A
      Frequencies ---   717.6612  863.5295  863.5741  968.3084  968.3950
   Reduced masses ---     3.9090    1.2476    1.2476    1.3563    1.3562
  Force constants ---     1.1862    0.5481    0.5482    0.7492    0.7493
   IR Intensities ---     0.0000    0.0000    0.0000    0.0000    0.0000
Coord Atom Element:
  1     1     6          0.00001   0.00001   0.00002  -0.00002   0.00001
  2     1     6          0.00002  -0.00001   0.00000   0.00000   0.00000
  3     1     6          0.20974  -0.07750   0.03560  -0.08785  -0.05334
  1     2     6          0.00001   0.00001  -0.00001   0.00000   0.00001
  2     2     6         -0.00001   0.00001   0.00002   0.00001  -0.00001
  3     2     6         -0.20972  -0.06948  -0.04946   0.09009  -0.04948
  1     3     6         -0.00002  -0.00001  -0.00001   0.00001  -0.00002
  2     3     6         -0.00001   0.00000  -0.00001   0.00001  -0.00002
  3     3     6          0.20975   0.00793  -0.08488  -0.00225   0.10277
  1     4     6          0.00001   0.00001   0.00002   0.00000  -0.00001
  2     4     6          0.00002  -0.00001   0.00000   0.00000   0.00001
  3     4     6         -0.20972   0.07756  -0.03549  -0.08791  -0.05329
  1     5     6          0.00001   0.00001  -0.00001   0.00000   0.00000
  2     5     6         -0.00001   0.00001   0.00002  -0.00001   0.00002
  3     5     6          0.20973   0.06956   0.04938   0.09015  -0.04938
  1     6     6         -0.00002  -0.00001  -0.00001   0.00000   0.00001
  2     6     6         -0.00001   0.00000  -0.00001  -0.00001   0.00000
  3     6     6         -0.20974  -0.00808   0.08485  -0.00222   0.10276
  1     7     1          0.00002   0.00005   0.00000   0.00002   0.00004
  2     7     1          0.00004   0.00003  -0.00001   0.00002   0.00002
  3     7     1          0.35022   0.51913  -0.23806   0.48553   0.29476
  1     8     1          0.00002  -0.00001  -0.00002   0.00002   0.00001
  2     8     1         -0.00001   0.00001   0.00002   0.00001  -0.00001
  3     8     1         -0.35039   0.46546   0.33084  -0.49793   0.27349
  1     9     1          0.00001   0.00002   0.00001  -0.00001  -0.00002
  2     9     1          0.00003   0.00003  -0.00002  -0.00003   0.00000
  3     9     1         -0.35034  -0.51919   0.23783   0.48586   0.29451
  1    10     1          0.00002  -0.00001  -0.00002   0.00000   0.00002
  2    10     1          0.00000  -0.00002   0.00000  -0.00003   0.00003
  3    10     1          0.35028  -0.46554  -0.33078  -0.49826   0.27294
  1    11     1         -0.00003  -0.00001  -0.00003   0.00001  -0.00001
  2    11     1          0.00000   0.00000   0.00000  -0.00002   0.00001
  3    11     1         -0.35021   0.05378  -0.56833   0.01232  -0.56805
  1    12     1         -0.00004  -0.00002  -0.00007   0.00002   0.00003
  2    12     1         -0.00001   0.00001  -0.00003   0.00000   0.00001
  3    12     1          0.35010  -0.05341   0.56840   0.01243  -0.56807
                         11        12        13        14        15
                          A         A         A         A         A
      Frequencies ---  1010.0853 1019.9550 1020.8700 1068.9869 1069.0807
   Reduced masses ---     1.2199    6.5542    6.0329    1.6985    1.6983
  Force constants ---     0.7333    4.0173    3.7044    1.1436    1.1436
   IR Intensities ---     0.0000    0.0000    0.0000    3.2831    3.2835
Coord Atom Element:
  1     1     6          0.00010   0.27825  -0.26520  -0.03844  -0.10949
  2     1     6         -0.00003  -0.08112   0.07699   0.08558  -0.01283
  3     1     6          0.05671  -0.00006   0.00005   0.00000   0.00000
  1     2     6          0.00000  -0.06891  -0.06523   0.08431   0.01481
  2     2     6          0.00001   0.28185   0.26810  -0.03849   0.11010
  3     2     6         -0.05670   0.00009  -0.00010   0.00001  -0.00002
  1     3     6         -0.00007  -0.20937   0.19925  -0.08442   0.05899
  2     3     6         -0.00007  -0.20050   0.19118  -0.08294  -0.05878
  3     3     6          0.05672  -0.00006   0.00010  -0.00002   0.00000
  1     4     6          0.00001   0.27844   0.26479  -0.03846  -0.10941
  2     4     6          0.00000  -0.08121  -0.07757   0.08572  -0.01264
  3     4     6         -0.05666   0.00006  -0.00005   0.00000   0.00001
  1     5     6         -0.00002  -0.06890   0.06594   0.08444   0.01461
  2     5     6          0.00010   0.28164  -0.26812  -0.03852   0.11003
  3     5     6          0.05668  -0.00007   0.00000   0.00000   0.00001
  1     6     6         -0.00001  -0.20954  -0.19956  -0.08459   0.05906
  2     6     6         -0.00001  -0.20062  -0.19058  -0.08275  -0.05872
  3     6     6         -0.05675   0.00004   0.00000   0.00001   0.00000
  1     7     1          0.00006   0.27568  -0.28896   0.06791  -0.18311
  2     7     1         -0.00007  -0.08046   0.08396   0.46617  -0.23872
  3     7     1         -0.40432   0.00041  -0.00032  -0.00007   0.00002
  1     8     1         -0.00003  -0.06824  -0.07111   0.47668   0.23067
  2     8     1          0.00001   0.27930   0.29216   0.05319   0.17073
  3     8     1          0.40426  -0.00064   0.00042   0.00003   0.00001
  1     9     1         -0.00001   0.27591   0.28856   0.06789  -0.18286
  2     9     1         -0.00005  -0.08046  -0.08454   0.46660  -0.23812
  3     9     1          0.40405  -0.00041   0.00033   0.00004  -0.00005
  1    10     1         -0.00005  -0.06814   0.07187   0.47709   0.23004
  2    10     1          0.00008   0.27909  -0.29216   0.05316   0.17051
  3    10     1         -0.40411   0.00058  -0.00023  -0.00005   0.00002
  1    11     1          0.00002  -0.20747  -0.21739  -0.08568   0.37788
  2    11     1         -0.00001  -0.19899  -0.20776  -0.09414  -0.39153
  3    11     1          0.40457  -0.00016   0.00025   0.00006  -0.00003
  1    12     1         -0.00003  -0.20735   0.21715  -0.08516   0.37775
  2    12     1         -0.00006  -0.19878   0.20828  -0.09470  -0.39166
  3    12     1         -0.40442   0.00025  -0.00041  -0.00001   0.00003
                         16        17        18        19        20
                          A         A         A         A         A
      Frequencies ---  1185.2158 1207.5117 1207.5338 1357.0709 1386.6870
   Reduced masses ---     1.0788    1.1369    1.1368    6.7303    1.2476
  Force constants ---     0.8928    0.9767    0.9767    7.3028    1.4135
   IR Intensities ---     0.0000    0.0000    0.0000    0.0000    0.0000
Coord Atom Element:
  1     1     6          0.00909   0.01637  -0.00671  -0.08219  -0.01687
  2     1     6          0.03150   0.05868  -0.01257  -0.28290  -0.05788
  3     1     6          0.00000   0.00000   0.00000   0.00003   0.00000
  1     2     6         -0.03187  -0.04183  -0.04399   0.28618  -0.05860
  2     2     6         -0.00771  -0.00794  -0.01283   0.06973  -0.01433
  3     2     6          0.00000   0.00000   0.00000   0.00001   0.00000
  1     3     6          0.02275  -0.01480   0.04069  -0.20387  -0.04168
  2     3     6         -0.02365   0.01127  -0.04372   0.21256   0.04354
  3     3     6          0.00000   0.00000   0.00000  -0.00001   0.00000
  1     4     6          0.00923  -0.01645   0.00673  -0.08274   0.01688
  2     4     6          0.03147  -0.05864   0.01254  -0.28273   0.05790
  3     4     6          0.00000   0.00000   0.00000  -0.00002   0.00000
  1     5     6         -0.03184   0.04181   0.04395   0.28606   0.05859
  2     5     6         -0.00785   0.00800   0.01289   0.07029   0.01432
  3     5     6          0.00000   0.00000   0.00000  -0.00001   0.00000
  1     6     6          0.02264   0.01480  -0.04062  -0.20345   0.04168
  2     6     6         -0.02375  -0.01132   0.04378   0.21295  -0.04355
  3     6     6          0.00000   0.00000   0.00000   0.00001   0.00000
  1     7     1          0.11378   0.15598  -0.03860   0.07962   0.11306
  2     7     1          0.39053   0.53728  -0.12250   0.27173   0.38759
  3     7     1         -0.00002  -0.00004   0.00001  -0.00007  -0.00002
  1     8     1         -0.39524  -0.37963  -0.40838  -0.27432   0.39217
  2     8     1         -0.09662  -0.09072  -0.10188  -0.06750   0.09599
  3     8     1          0.00000  -0.00001  -0.00001  -0.00004   0.00001
  1     9     1          0.11392  -0.15599   0.03837   0.07877  -0.11296
  2     9     1          0.39067  -0.53735   0.12168   0.27177  -0.38765
  3     9     1          0.00001  -0.00003   0.00000   0.00009  -0.00002
  1    10     1         -0.39532   0.38012   0.40784  -0.27451  -0.39219
  2    10     1         -0.09673   0.09084   0.10175  -0.06670  -0.09589
  3    10     1          0.00001  -0.00001  -0.00002   0.00004   0.00001
  1    11     1          0.28137   0.11910  -0.37857   0.19558  -0.27927
  2    11     1         -0.29402  -0.12049   0.39672  -0.20376   0.29168
  3    11     1          0.00000   0.00000   0.00002  -0.00004   0.00001
  1    12     1          0.28149  -0.11847   0.37873   0.19499   0.27917
  2    12     1         -0.29402   0.11982  -0.39689  -0.20435  -0.29176
  3    12     1          0.00001  -0.00001   0.00002   0.00004   0.00001
                         21        22        23        24        25
                          A         A         A         A         A
      Frequencies ---  1531.3078 1531.3882 1656.3212 1656.4203 3177.3631
   Reduced masses ---     2.0189    2.0192    5.3341    5.3352    1.0834
  Force constants ---     2.7892    2.7899    8.6219    8.6247    6.4444
   IR Intensities ---     6.5348    6.5360    0.0000    0.0000    0.0005
Coord Atom Element:
  1     1     6         -0.01607   0.09761   0.05222   0.16207  -0.03259
  2     1     6          0.13203   0.05862   0.31712   0.04047   0.00951
  3     1     6         -0.00001   0.00000  -0.00002  -0.00001   0.00000
  1     2     6          0.13908  -0.04281  -0.04902  -0.31890   0.00811
  2     2     6         -0.00759  -0.09712  -0.16031  -0.03753  -0.03311
  3     2     6          0.00001   0.00001   0.00001  -0.00001   0.00000
  1     3     6         -0.05950  -0.10703  -0.08445   0.23828   0.02433
  2     3     6         -0.07251   0.10208   0.24094  -0.09621   0.02330
  3     3     6         -0.00001   0.00000   0.00000   0.00002   0.00000
  1     4     6         -0.01624   0.09728  -0.05278  -0.16250  -0.03231
  2     4     6          0.13246   0.05815  -0.31671  -0.04130   0.00943
  3     4     6          0.00001   0.00000  -0.00002  -0.00001   0.00000
  1     5     6          0.13943  -0.04227   0.04987   0.31851   0.00805
  2     5     6         -0.00782  -0.09684   0.16071   0.03811  -0.03294
  3     5     6         -0.00001  -0.00001   0.00000  -0.00001   0.00000
  1     6     6         -0.05993  -0.10731   0.08458  -0.23747   0.02445
  2     6     6         -0.07203   0.10188  -0.24175   0.09605   0.02341
  3     6     6          0.00001   0.00000   0.00000   0.00001   0.00000
  1     7     1         -0.18587   0.00557  -0.15452   0.12468   0.39158
  2     7     1         -0.40892  -0.31762  -0.37568  -0.14691  -0.11422
  3     7     1          0.00003   0.00002   0.00003   0.00001  -0.00002
  1     8     1         -0.45886   0.25216   0.14303   0.38131  -0.09735
  2     8     1         -0.16311  -0.04398  -0.13033   0.13855   0.39776
  3     8     1         -0.00002   0.00001   0.00002   0.00001   0.00000
  1     9     1         -0.18623   0.00579   0.15337  -0.12434   0.38840
  2     9     1         -0.40957  -0.31650   0.37542   0.14905  -0.11319
  3     9     1         -0.00003  -0.00002   0.00004   0.00000   0.00000
  1    10     1         -0.45935   0.25096  -0.14518  -0.38098  -0.09675
  2    10     1         -0.16341  -0.04418   0.13010  -0.13741   0.39575
  3    10     1          0.00001  -0.00001   0.00003   0.00001  -0.00001
  1    11     1         -0.10909   0.36505  -0.28980   0.11956  -0.29383
  2    11     1         -0.05029  -0.39372   0.13162  -0.29428  -0.28131
  3    11     1          0.00001  -0.00002   0.00004   0.00001   0.00000
  1    12     1         -0.11003   0.36511   0.28815  -0.12010  -0.29252
  2    12     1         -0.04933  -0.39349  -0.13098   0.29593  -0.27994
  3    12     1         -0.00001   0.00002   0.00003   0.00000  -0.00004
                         26        27        28        29        30
                          A         A         A         A         A
      Frequencies ---  3186.9439 3187.0480 3202.7109 3202.8154 3213.4099
   Reduced masses ---     1.0875    1.0875    1.0949    1.0949    1.0991
  Force constants ---     6.5076    6.5081    6.6170    6.6174    6.6870
   IR Intensities ---     0.0001    0.0001   51.8763   51.8490    0.0004
Coord Atom Element:
  1     1     6         -0.02577   0.03937  -0.02873   0.04011  -0.03563
  2     1     6          0.00917  -0.01037   0.00548  -0.01369   0.01040
  3     1     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     2     6          0.01180  -0.00099  -0.01188  -0.00418  -0.00881
  2     2     6         -0.04765  -0.00395   0.04962   0.00290   0.03593
  3     2     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     3     6          0.01421   0.03249   0.01828   0.03238   0.02699
  2     3     6          0.01597   0.02993   0.01327   0.03300   0.02584
  3     3     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     4     6          0.02588  -0.03946  -0.02868   0.03999   0.03590
  2     4     6         -0.00918   0.01039   0.00545  -0.01364  -0.01046
  3     4     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     5     6         -0.01178   0.00107  -0.01186  -0.00424   0.00881
  2     5     6          0.04766   0.00363   0.04963   0.00315  -0.03610
  3     5     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     6     6         -0.01440  -0.03242   0.01805   0.03246  -0.02688
  2     6     6         -0.01616  -0.02987   0.01306   0.03310  -0.02573
  3     6     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     7     1          0.30653  -0.45793   0.31459  -0.45498   0.38939
  2     7     1         -0.09136   0.13223  -0.08770   0.13547  -0.11357
  3     7     1         -0.00002   0.00003  -0.00002   0.00003  -0.00002
  1     8     1         -0.13680  -0.00783   0.13565   0.01473   0.09606
  2     8     1          0.55833   0.04149  -0.55580  -0.04040  -0.39250
  3     8     1         -0.00001   0.00000   0.00001   0.00000   0.00000
  1     9     1         -0.30786   0.45902   0.31408  -0.45371  -0.39231
  2     9     1          0.09166  -0.13244  -0.08747   0.13499   0.11433
  3     9     1          0.00000   0.00000   0.00000   0.00000   0.00000
  1    10     1          0.13670   0.00691   0.13555   0.01541  -0.09641
  2    10     1         -0.55848  -0.03775  -0.55595  -0.04323   0.39435
  3    10     1          0.00002   0.00000   0.00002   0.00000  -0.00001
  1    11     1          0.18114   0.37354  -0.18176  -0.37395   0.29371
  2    11     1          0.17623   0.35623  -0.16812  -0.36082   0.28117
  3    11     1          0.00000  -0.00001   0.00000   0.00001   0.00000
  1    12     1         -0.17902  -0.37446  -0.18433  -0.37308  -0.29505
  2    12     1         -0.17413  -0.35696  -0.17050  -0.35983  -0.28236
  3    12     1         -0.00002  -0.00005  -0.00002  -0.00004  -0.00004
Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering






Output text



<comment class="example.output" id="l716.freq.chunk">
    <module cmlx:lineCount="41" cmlx:templateRef="l716.freq.chunkx" id="default">
        <array dataType="xsd:integer" size="9" dictRef="x:serial">1 2 3 4 5 6 7 8 9</array>
        <array delimiter="|" dataType="xsd:string" size="9" dictRef="cc:irrep">|T2|T2|T2|E|E|A1|T2|T2|T2|</array>
        <array dataType="xsd:double" size="9" dictRef="cc:frequency">1373.4987 1373.4987 1373.4987 1593.9619 1593.9619 3053.5976 3163.9228 3163.9228 3163.9228</array>
        <array dataType="xsd:double" size="9" dictRef="cc:redmass">1.1787 1.1787 1.1787 1.0078 1.0078 1.0078 1.1019 1.1019 1.1019</array>
        <array dataType="xsd:double" size="9" dictRef="cc:forceconst">1.3101 1.3101 1.3101 1.5087 1.5087 5.5368 6.4991 6.4991 6.4991</array>
        <array dataType="xsd:double" size="9" dictRef="cc:irintensity">15.4253 15.4253 15.4253 0.0 0.0 0.0 26.421 26.421 26.421</array>
        <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="5">6 1 1 1 1</array>
        <array dataType="xsd:double" size="135" dictRef="cc:displacement">0.0 0.0 0.12 0.23 0.23 -0.36 -0.24 -0.24 -0.39 0.21 -0.25 -0.37 -0.25 0.21 -0.37 0.03 0.12 0.0 0.11 -0.3 0.3 0.13 -0.28 -0.27 -0.34 -0.41 -0.14 -0.32 -0.43 0.17 0.12 -0.03 0.0 -0.43 0.32 0.17 -0.42 0.33 -0.15 -0.3 -0.11 0.3 -0.29 -0.13 -0.28 0.0 0.0 0.0 0.4 -0.28 -0.12 -0.4 0.28 -0.12 -0.4 -0.28 0.12 0.4 0.28 0.12 0.0 0.0 0.0 -0.09 -0.3 0.39 0.09 0.3 0.39 0.09 -0.3 -0.39 -0.09 0.3 -0.39 0.0 0.0 0.0 -0.29 -0.29 -0.29 0.29 0.29 -0.29 0.29 -0.29 0.29 -0.29 0.29 0.29 0.09 0.0 0.0 -0.28 -0.3 -0.3 -0.28 -0.3 0.3 -0.27 0.29 -0.29 -0.27 0.29 0.29 0.0 0.09 0.0 -0.28 -0.26 -0.28 -0.29 -0.28 0.29 0.31 -0.29 0.31 0.29 -0.27 -0.29 0.0 0.0 0.09 -0.3 -0.3 -0.28 0.29 0.29 -0.27 -0.29 0.29 -0.27 0.3 -0.3 -0.28</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l716.freq.chunk1">
    <module cmlx:lineCount="291" cmlx:templateRef="l716.freq.chunkx" id="default">
          <array dataType="xsd:integer" size="39" dictRef="x:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39</array>
          <array delimiter="|" dataType="xsd:string" size="39" dictRef="cc:irrep">|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|</array>
          <array dataType="xsd:double" size="39" dictRef="cc:frequency">65.4138 83.8067 151.0061 242.5563 317.4264 382.6507 398.6217 430.7696 485.1838 533.6773 621.3235 700.3978 793.0959 808.5986 829.8184 905.1695 976.1181 984.8132 1002.0253 1020.3744 1037.9059 1122.0177 1184.8243 1203.7377 1346.3589 1362.9356 1372.7724 1515.7951 1517.6652 1566.3435 1643.4248 1663.8373 3167.6179 3168.0223 3197.8237 3199.3644 3230.6558 3599.3919 3712.7129</array>
          <array dataType="xsd:double" size="39" dictRef="cc:redmass">7.6558 4.6852 9.6896 3.8868 1.3053 2.434 2.1756 1.2232 2.7592 5.913 6.4415 2.5395 1.613 1.2665 4.8572 1.3116 1.35 1.5125 3.3999 2.1578 1.5462 1.3509 1.0705 1.1275 2.7644 1.828 2.4049 2.3148 2.6095 5.1766 3.1606 1.4312 1.0892 1.0891 1.0925 1.0935 1.0936 1.046 1.1037</array>
          <array dataType="xsd:double" size="39" dictRef="cc:forceconst">0.0193 0.0194 0.1302 0.1347 0.0775 0.21 0.2037 0.1337 0.3827 0.9922 1.4651 0.734 0.5978 0.4879 1.9706 0.6331 0.7578 0.8643 2.0113 1.3236 0.9814 1.002 0.8854 0.9625 2.9523 2.0006 2.6702 3.1336 3.5412 7.4829 5.0295 2.3344 6.4391 6.4401 6.5823 6.5949 6.7251 7.9841 8.9633</array>
          <array dataType="xsd:double" size="39" dictRef="cc:irintensity">6.4356 1.1086 1.4766 8.5546 376.3497 2.3573 1.0597 3.058 6.0672 14.7611 0.3266 16.8325 58.208 0.7588 4.5978 1.3263 0.097 14.9225 3.4776 1.1323 0.4051 4.6864 2.1182 54.1103 97.2405 0.0291 1.1861 126.2126 2.0999 6.4883 164.3738 347.7203 5.8592 14.6297 1.4311 6.3927 6.8481 153.6753 39.7117</array>
          <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="15">6 6 6 6 6 6 1 7 1 1 1 1 17 1 1</array>
          <array dataType="xsd:double" size="1755" dictRef="cc:displacement">0.1 0.0 -0.06 0.16 0.0 0.04 0.1 0.0 -0.06 0.04 0.0 -0.17 0.04 0.0 -0.18 0.04 0.0 -0.17 0.12 0.0 -0.02 0.26 0.0 0.25 0.12 0.0 -0.02 0.02 0.0 -0.22 0.04 0.0 -0.17 0.02 0.0 -0.22 -0.3 0.0 0.1 0.35 0.0 0.34 0.35 0.0 0.34 -0.15 0.05 -0.15 0.0 0.01 0.0 0.15 0.05 0.15 0.14 0.13 0.14 0.0 0.17 0.0 -0.14 0.13 -0.14 -0.28 0.02 -0.28 0.0 -0.06 0.0 0.28 0.02 0.28 0.26 0.16 0.26 0.0 0.21 0.0 -0.26 0.16 -0.26 0.0 -0.17 0.0 0.11 -0.06 0.11 -0.11 -0.06 -0.11 0.15 0.0 0.18 0.09 0.0 0.06 0.15 0.0 0.18 0.15 -0.01 0.2 0.15 0.0 0.18 0.15 0.01 0.2 0.14 0.0 0.17 -0.06 0.0 -0.23 0.14 0.0 0.17 0.17 -0.01 0.22 0.03 0.0 0.0 0.17 0.01 0.23 -0.28 0.0 -0.25 -0.15 0.0 -0.32 -0.15 0.0 -0.32 -0.1 0.0 -0.18 -0.06 0.0 -0.11 -0.1 0.0 -0.18 0.03 0.0 0.07 0.15 0.0 0.3 0.03 0.0 0.07 -0.17 0.0 -0.31 0.06 0.0 0.14 -0.17 0.0 -0.31 0.05 0.0 0.11 0.18 0.0 0.34 0.05 0.0 0.11 -0.02 0.0 -0.06 0.24 0.01 0.33 0.24 -0.01 0.33 -0.01 0.01 -0.02 -0.01 0.0 -0.01 -0.01 -0.01 -0.02 -0.01 0.0 0.0 0.01 0.0 0.03 -0.01 0.0 0.0 -0.01 0.01 -0.02 0.1 0.0 0.11 -0.01 -0.01 -0.02 -0.01 0.0 -0.01 0.01 0.0 0.03 -0.01 0.0 -0.01 0.0 0.0 0.0 -0.44 -0.05 -0.54 -0.44 0.05 -0.54 0.05 0.13 0.01 0.0 0.15 0.0 -0.05 0.13 -0.01 -0.04 -0.02 0.07 0.0 -0.06 0.0 0.04 -0.02 -0.07 0.15 0.18 -0.01 0.0 -0.21 0.0 -0.15 0.18 0.01 -0.09 -0.07 0.17 0.0 -0.13 0.0 0.09 -0.07 -0.17 0.0 0.0 0.0 0.2 -0.44 -0.32 -0.2 -0.44 0.32 -0.06 0.04 -0.13 0.0 0.04 0.0 0.06 0.04 0.13 -0.09 -0.01 -0.13 0.0 -0.03 0.0 0.09 -0.01 0.13 -0.07 0.06 -0.23 0.0 -0.07 0.0 0.07 0.06 0.23 -0.21 -0.02 -0.32 0.0 -0.01 0.0 0.21 -0.02 0.32 0.0 0.0 0.0 0.3 -0.03 0.38 -0.3 -0.03 -0.38 0.03 0.01 0.07 0.0 0.01 0.0 -0.03 0.01 -0.07 0.02 0.0 0.05 0.0 0.0 0.0 -0.02 0.0 -0.05 0.11 0.01 0.2 0.0 -0.03 0.0 -0.11 0.01 -0.2 0.03 0.0 0.09 0.0 -0.02 0.0 -0.03 0.0 -0.09 0.0 0.0 0.0 0.31 0.1 0.57 -0.31 0.1 -0.57 0.01 -0.01 0.02 0.1 0.0 0.24 0.01 0.01 0.02 -0.06 0.01 -0.12 0.13 0.0 0.17 -0.06 -0.01 -0.12 -0.13 -0.01 -0.3 -0.07 0.0 -0.06 -0.13 0.01 -0.3 -0.25 0.0 -0.48 0.1 0.0 0.13 -0.25 0.0 -0.48 0.01 0.0 0.0 -0.08 0.01 -0.03 -0.08 -0.01 -0.03 0.04 -0.16 -0.03 -0.25 0.0 0.06 0.04 0.16 -0.03 0.11 0.15 -0.03 0.28 0.0 -0.18 0.11 -0.15 -0.03 0.28 -0.03 -0.05 -0.29 0.0 0.19 0.28 0.03 -0.05 -0.01 0.04 0.14 0.3 0.0 -0.17 -0.01 -0.04 0.14 -0.01 0.0 0.0 -0.34 -0.01 0.12 -0.34 0.01 0.12 -0.22 0.18 0.12 0.0 0.14 0.0 0.22 0.18 -0.12 0.24 -0.24 -0.12 0.0 -0.14 0.0 -0.24 -0.24 0.12 -0.11 0.25 0.05 0.0 0.08 0.0 0.11 0.25 -0.05 0.15 -0.31 -0.04 0.0 0.29 0.0 -0.15 -0.31 0.04 0.0 0.0 0.0 -0.03 0.11 0.02 0.03 0.11 -0.02 -0.04 -0.01 -0.09 0.09 0.0 0.18 -0.04 0.01 -0.09 0.08 0.0 0.14 -0.08 0.0 -0.15 0.08 0.0 0.14 -0.26 -0.01 -0.53 -0.01 0.0 -0.01 -0.26 0.01 -0.53 0.01 0.01 0.0 -0.2 0.0 -0.34 0.01 -0.01 0.0 0.0 0.0 0.0 -0.04 0.01 -0.03 -0.04 -0.01 -0.03 -0.04 0.01 -0.08 0.08 0.0 0.16 -0.04 -0.01 -0.08 -0.01 -0.02 -0.04 -0.03 0.0 -0.02 -0.01 0.02 -0.04 0.13 0.01 0.25 -0.03 0.0 -0.02 0.13 -0.01 0.25 0.23 -0.01 0.4 0.32 0.0 0.5 0.23 0.01 0.4 0.0 0.0 -0.01 -0.05 0.01 -0.02 -0.05 -0.01 -0.02 0.04 0.0 0.08 0.0 0.0 0.0 -0.04 0.0 -0.08 -0.03 0.0 -0.06 0.0 0.0 0.0 0.03 0.0 0.06 -0.25 0.0 -0.5 0.0 -0.01 0.0 0.25 0.0 0.5 0.18 0.0 0.36 0.0 0.03 0.0 -0.18 0.0 -0.36 0.0 0.0 0.0 0.03 0.02 0.08 -0.03 0.02 -0.08 -0.08 -0.19 0.02 0.07 0.0 0.01 -0.08 0.19 0.02 -0.14 0.23 0.07 0.11 0.0 -0.06 -0.14 -0.23 0.07 -0.02 -0.19 0.09 0.23 0.0 -0.14 -0.02 0.19 0.09 -0.33 0.09 0.26 0.13 0.0 -0.01 -0.33 -0.09 0.26 0.0 0.0 0.0 0.27 -0.01 -0.13 0.27 0.01 -0.13 0.04 -0.02 0.07 -0.03 0.0 -0.05 0.04 0.02 0.07 0.0 0.01 -0.01 -0.06 0.0 -0.06 0.0 -0.01 -0.01 -0.2 -0.02 -0.4 0.01 0.0 0.01 -0.2 0.02 -0.4 0.05 0.01 0.08 0.4 0.0 0.63 0.05 -0.01 0.08 0.0 0.0 -0.01 0.01 0.0 0.0 0.01 0.0 0.0 0.03 0.01 0.07 0.0 -0.01 0.0 -0.03 0.01 -0.07 0.04 0.0 0.09 0.0 -0.01 0.0 -0.04 0.0 -0.09 -0.19 0.0 -0.35 0.0 -0.01 0.0 0.19 0.0 0.35 -0.26 0.0 -0.5 0.0 -0.04 0.0 0.26 0.0 0.5 0.0 0.0 0.0 -0.02 0.01 0.02 0.02 0.01 -0.02 -0.02 0.05 0.06 0.0 0.0 0.0 -0.02 -0.05 0.06 -0.05 -0.03 -0.07 0.13 0.0 -0.01 -0.05 0.03 -0.07 -0.21 0.03 -0.22 0.01 0.0 0.0 -0.21 -0.03 -0.22 0.15 -0.08 0.5 -0.15 0.0 -0.43 0.15 0.08 0.5 0.0 0.0 0.01 0.01 0.0 0.0 0.01 0.0 0.0 -0.11 0.23 0.03 0.0 0.0 0.0 -0.11 -0.23 0.03 0.0 0.04 0.07 0.2 0.0 -0.18 0.0 -0.04 0.07 0.01 0.27 0.14 0.02 0.0 -0.02 0.01 -0.27 0.14 -0.22 0.01 -0.29 0.52 0.0 0.26 -0.22 -0.01 -0.29 0.0 0.0 0.0 0.03 0.01 0.01 0.03 -0.01 0.01 0.03 0.1 -0.01 0.0 0.0 0.01 0.03 -0.1 -0.01 -0.02 0.18 -0.02 -0.09 0.0 0.07 -0.02 -0.18 -0.02 0.26 0.27 -0.2 -0.01 0.0 0.0 0.26 -0.27 -0.2 0.33 0.37 0.01 -0.21 0.0 -0.08 0.33 -0.37 0.01 0.0 0.0 0.0 -0.01 0.0 0.01 -0.01 0.0 0.01 0.03 -0.09 -0.01 0.0 0.09 0.0 -0.03 -0.09 0.01 0.03 -0.05 -0.01 0.0 0.07 0.0 -0.03 -0.05 0.01 0.07 -0.06 -0.07 0.0 0.1 0.0 -0.07 -0.06 0.07 0.14 0.04 -0.11 0.0 0.28 0.0 -0.14 0.04 0.11 0.0 0.0 0.0 0.55 -0.22 -0.2 -0.55 -0.22 0.2 0.06 0.0 -0.03 0.0 0.0 0.0 -0.06 0.0 0.03 0.02 -0.05 0.0 0.0 0.1 0.0 -0.02 -0.05 0.0 0.37 0.19 -0.18 0.0 -0.06 0.0 -0.37 0.19 0.18 0.06 -0.03 -0.05 0.0 0.59 0.0 -0.06 -0.03 0.05 0.0 0.0 0.0 -0.27 0.1 0.1 0.27 0.1 -0.1 -0.01 0.0 0.01 0.0 -0.01 0.0 0.01 0.0 -0.01 -0.03 -0.01 0.02 0.0 0.04 0.0 0.03 -0.01 -0.02 -0.23 -0.14 0.12 0.0 0.01 0.0 0.23 -0.14 -0.12 -0.4 -0.25 0.19 0.0 0.55 0.0 0.4 -0.25 -0.19 0.0 0.0 0.0 0.03 -0.01 -0.01 -0.03 -0.01 0.01 0.04 0.01 -0.02 -0.02 0.0 0.01 0.04 -0.01 -0.02 -0.03 -0.03 0.02 -0.02 0.0 0.01 -0.03 0.03 0.02 0.41 0.25 -0.22 0.01 0.0 -0.01 0.41 -0.25 -0.22 -0.36 -0.24 0.18 -0.01 0.0 0.03 -0.36 0.24 0.18 0.0 0.0 0.0 0.03 -0.01 -0.01 0.03 0.01 -0.01 0.08 0.05 -0.04 0.26 0.0 -0.15 0.08 -0.05 -0.04 -0.04 0.08 0.02 -0.02 0.0 0.01 -0.04 -0.08 0.02 -0.26 -0.18 0.13 -0.14 0.0 0.08 -0.26 0.18 0.13 -0.37 -0.12 0.19 -0.02 0.0 0.02 -0.37 0.12 0.19 0.0 0.0 0.0 -0.29 0.08 0.15 -0.29 -0.08 0.15 -0.01 -0.02 0.0 0.0 0.2 0.0 0.01 -0.02 0.0 -0.08 -0.07 0.04 0.0 0.04 0.0 0.08 -0.07 -0.04 -0.35 -0.24 0.18 0.0 -0.06 0.0 0.35 -0.24 -0.18 0.32 0.19 -0.17 0.0 0.14 0.0 -0.32 0.19 0.17 0.0 0.0 0.0 -0.25 0.09 0.09 0.25 0.09 -0.09 -0.13 -0.09 0.07 0.0 0.1 0.0 0.13 -0.09 -0.07 -0.06 -0.04 0.02 0.0 0.21 0.0 0.06 -0.04 -0.02 0.27 0.18 -0.15 0.0 -0.01 0.0 -0.27 0.18 0.15 -0.26 -0.17 0.12 0.0 -0.62 0.0 0.26 -0.17 -0.12 0.0 0.0 0.0 -0.06 0.03 0.02 0.06 0.03 -0.02 -0.04 -0.09 0.02 0.17 0.0 -0.1 -0.04 0.09 0.02 -0.11 -0.09 0.06 0.08 0.0 -0.05 -0.11 0.09 0.06 0.36 0.16 -0.19 -0.05 0.0 0.03 0.36 -0.16 -0.19 0.37 0.22 -0.19 0.11 0.0 -0.04 0.37 -0.22 -0.19 0.0 0.0 0.0 -0.14 0.06 0.08 -0.15 -0.06 0.08 0.15 0.0 -0.08 0.0 0.09 0.0 -0.15 0.01 0.08 0.15 -0.03 -0.08 0.0 0.14 0.0 -0.15 -0.03 0.08 -0.21 -0.25 0.11 0.0 -0.04 0.0 0.21 -0.25 -0.11 -0.16 -0.26 0.08 0.0 -0.62 0.0 0.16 -0.26 -0.08 0.0 0.0 0.0 -0.12 0.03 0.05 0.12 0.03 -0.05 -0.03 -0.19 0.02 0.0 0.34 0.0 0.03 -0.19 -0.02 0.11 0.19 -0.05 0.0 -0.28 0.0 -0.11 0.19 0.05 0.23 -0.04 -0.12 0.0 -0.07 0.0 -0.23 -0.04 0.12 -0.29 -0.06 0.15 0.0 0.35 0.0 0.29 -0.06 -0.15 0.0 0.0 0.0 -0.23 0.08 0.08 0.23 0.08 -0.08 0.19 0.05 -0.1 -0.1 0.0 0.06 0.19 -0.05 -0.1 -0.17 -0.04 0.09 0.07 0.0 -0.05 -0.17 0.04 0.09 -0.18 -0.2 0.09 -0.05 0.0 0.03 -0.18 0.2 0.09 0.13 0.18 -0.07 0.1 0.0 -0.01 0.13 -0.18 -0.07 0.0 0.0 0.0 0.34 -0.29 -0.25 0.34 0.29 -0.25 0.06 0.01 -0.03 -0.09 0.0 0.04 0.06 -0.01 -0.03 -0.04 -0.01 0.02 0.02 0.0 -0.01 -0.04 0.01 0.02 -0.05 -0.06 0.02 0.1 0.0 -0.06 -0.05 0.06 0.02 0.04 0.04 -0.02 0.02 0.0 0.0 0.04 -0.04 -0.02 0.0 0.0 0.0 -0.43 0.4 0.35 -0.43 -0.4 0.35 0.03 -0.05 -0.01 0.0 0.0 0.0 -0.03 -0.05 0.01 0.0 0.01 0.0 0.0 0.0 0.0 0.0 0.01 0.0 -0.31 0.59 0.15 0.0 0.0 0.0 0.31 0.59 -0.15 0.07 -0.14 -0.04 0.0 0.0 0.0 -0.07 -0.14 0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.03 -0.05 -0.01 0.0 0.0 0.0 0.03 0.05 -0.01 0.01 -0.01 0.0 0.0 0.0 0.0 0.01 0.01 0.0 -0.3 0.59 0.15 0.0 0.0 0.0 -0.3 -0.58 0.15 -0.09 0.17 0.04 0.03 0.0 -0.02 -0.09 -0.17 0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.01 0.02 0.0 0.0 0.0 0.0 -0.01 -0.02 0.0 0.03 -0.05 -0.01 -0.02 0.0 0.01 0.03 0.05 -0.01 0.09 -0.17 -0.05 0.0 0.0 0.0 0.09 0.17 -0.05 -0.29 0.56 0.15 0.22 0.0 -0.15 -0.29 -0.56 0.15 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.01 -0.01 0.0 0.0 0.0 0.0 -0.01 -0.01 0.0 0.03 -0.05 -0.01 0.0 0.0 0.0 -0.03 -0.05 0.01 -0.07 0.14 0.04 0.0 0.0 0.0 0.07 0.14 -0.04 -0.31 0.59 0.16 0.0 -0.01 0.0 0.31 0.59 -0.16 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.01 0.02 0.0 -0.07 0.0 0.05 -0.01 -0.02 0.0 -0.01 0.02 0.01 0.0 0.0 0.0 -0.01 -0.02 0.01 0.08 -0.16 -0.04 0.8 0.0 -0.54 0.08 0.16 -0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.04 0.0 0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.25 0.61 -0.26 0.25 -0.61 -0.26 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.09 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.26 -0.6 0.27 0.26 -0.6 -0.27</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l716.freq.chunk2">
     <module cmlx:lineCount="125" cmlx:templateRef="l716.freq.chunkx" id="default">
         <array dataType="xsd:integer" size="3" dictRef="x:serial">1 2 3</array>
         <array dataType="xsd:string" size="3" dictRef="cc:irrep">A A A</array>
         <array dataType="xsd:double" size="3" dictRef="cc:frequency">-602.4882 -5.1426 13.1952</array>
         <array dataType="xsd:double" size="3" dictRef="cc:redmass">1.211 5.8108 6.4175</array>
         <array dataType="xsd:double" size="3" dictRef="cc:forceconst">0.259 1.0E-4 7.0E-4</array>
         <array dataType="xsd:double" size="3" dictRef="cc:modelsys">99.963 80.1145 10.7518</array>
         <array dataType="xsd:double" size="3" dictRef="cc:realsys">0.037 19.8855 89.2482</array>
         <array dataType="xsd:double" size="3" dictRef="cc:irintensity">28.4083 0.0195 0.044</array>
         <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="111">45 1 6 8 15 15 8 8 8 6 6 1 1 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6 6 6 6 1 6 1 6 1 1 1</array>
         <array dataType="xsd:double" size="999" dictRef="cc:displacement">-0.01 0.0 0.02 0.21 0.61 0.7 0.02 -0.01 -0.04 -0.01 0.0 0.0 0.0 0.0 -0.01 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.01 0.0 -0.02 -0.04 -0.02 -0.01 -0.02 -0.1 0.08 0.13 0.1 0.07 0.18 0.12 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.01 -0.01 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.03 0.05 -0.01 0.01 0.0 -0.01 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.02 -0.01 0.03 0.03 -0.01 0.04 0.02 0.01 0.03 0.01 0.01 0.03 0.02 -0.02 0.02 0.0 -0.01 0.01 0.03 -0.03 0.03 0.01 -0.01 0.02 0.03 -0.02 0.01 -0.07 0.02 0.03 0.01 -0.01 0.04 0.05 -0.01 0.0 0.03 -0.03 0.1 0.01 -0.01 0.0 0.0 -0.01 0.0 0.0 0.0 0.01 0.03 -0.02 0.0 0.01 0.0 0.01 0.03 -0.01 0.04 -0.01 0.01 0.01 0.02 -0.02 -0.01 0.03 -0.03 0.0 0.02 -0.02 -0.01 -0.02 0.03 0.02 0.03 -0.03 -0.02 0.03 -0.03 -0.01 0.0 0.0 0.0 0.01 0.0 0.01 0.01 -0.01 -0.02 -0.01 0.01 0.01 0.01 -0.02 0.01 0.03 -0.03 -0.02 0.02 -0.03 -0.01 0.0 -0.01 -0.02 0.04 -0.02 0.0 0.0 0.01 0.01 0.0 0.0 -0.01 0.03 0.03 0.06 0.04 -0.02 -0.01 0.04 0.01 0.07 0.0 0.0 -0.01 -0.01 0.0 -0.01 0.02 -0.02 -0.03 -0.01 -0.01 -0.02 -0.01 0.02 0.02 0.02 0.03 0.04 0.01 0.04 0.03 -0.01 0.02 0.02 0.0 -0.01 0.0 0.01 -0.01 -0.01 0.04 -0.03 -0.01 0.04 -0.01 0.06 0.02 0.01 0.03 0.0 -0.01 -0.02 0.0 0.01 -0.01 0.01 -0.02 -0.03 0.02 0.06 0.03 0.04 -0.03 -0.02 0.03 0.05 0.07 0.03 -0.03 -0.02 -0.02 0.0 -0.02 0.03 -0.04 -0.02 -0.01 0.0 -0.02 0.01 -0.02 0.0 0.03 0.07 0.05 0.04 -0.04 -0.03 0.02 -0.03 -0.04 0.0 -0.01 -0.03 0.04 -0.04 -0.01 -0.01 0.0 -0.03 -0.01 0.0 -0.02 0.01 -0.02 -0.02 0.02 -0.03 0.01 0.02 -0.03 0.02 -0.01 0.0 -0.02 0.04 -0.02 -0.02 0.04 -0.03 -0.03 0.02 -0.04 -0.02 0.02 -0.03 -0.01 0.05 -0.01 -0.01 0.04 -0.02 0.0 0.04 0.05 0.08 0.03 0.08 0.06 0.01 0.08 0.03 0.01 0.04 0.01 0.05 0.02 0.09 0.0 0.01 0.0 -0.02 0.01 -0.03 -0.02 0.0 -0.04 0.01 0.01 0.02 -0.02 -0.01 -0.03 0.0 -0.01 -0.01 0.04 -0.02 0.08 -0.01 0.0 -0.01 -0.02 0.04 0.02 -0.02 0.03 0.02 -0.01 0.01 0.01 0.0 0.0 0.01 -0.01 0.02 0.02 -0.11 0.02 0.08 -0.11 0.04 -0.05 -0.23 0.02 -0.05 -0.04 0.08 -0.12 -0.27 0.03 -0.13 -0.29 -0.02 0.0 -0.08 0.09 -0.19 0.05 0.09 -0.12 -0.2 0.07 -0.19 -0.36 0.02 -0.13 -0.03 0.12 -0.24 -0.23 0.09 -0.25 -0.01 -0.01 0.03 -0.03 -0.01 0.02 -0.02 -0.02 0.04 -0.02 -0.04 0.04 0.01 -0.02 0.04 -0.03 -0.01 0.01 0.0 -0.05 0.03 0.03 -0.04 0.04 0.02 -0.01 0.05 0.0 0.0 0.02 -0.02 -0.01 0.02 -0.03 -0.01 0.02 -0.02 0.0 0.01 -0.01 -0.01 0.03 -0.03 0.0 -0.04 -0.07 -0.03 0.01 0.02 0.01 0.03 0.01 -0.02 0.02 0.02 -0.02 0.02 -0.1 -0.02 -0.01 0.02 0.01 0.03 0.02 0.02 0.02 0.03 0.01 0.04 -0.13 -0.06 0.03 0.06 0.02 0.05 0.02 0.04 -0.01 -0.03 0.0 -0.06 0.0 -0.01 -0.02 0.02 0.0 0.06 -0.07 -0.06 0.04 -0.01 0.01 -0.06 0.07 0.02 0.06 0.02 0.05 -0.02 0.0 -0.02 0.05 0.03 0.01 0.03 -0.04 0.01 -0.11 -0.04 0.0 -0.05 0.08 0.03 -0.03 0.03 0.03 0.01 0.06 0.01 0.01 -0.01 -0.02 0.04 -0.05 -0.01 -0.06 0.07 0.01 0.07 -0.04 -0.02 -0.02 -0.13 -0.04 0.0 0.06 0.03 -0.04 0.08 0.05 -0.08 -0.1 -0.07 0.05 -0.01 -0.03 0.02 -0.03 0.02 -0.11 0.03 0.04 -0.01 0.03 -0.02 0.04 0.03 0.0 -0.02 -0.04 0.01 -0.09 -0.08 0.02 -0.15 0.04 0.0 0.07 0.11 0.08 -0.11 0.03 0.06 -0.03 0.11 0.06 -0.06 0.03 0.08 -0.05 -0.08 0.0 -0.1 0.03 0.07 -0.05 -0.1 0.01 -0.15 -0.01 0.02 -0.09 0.13 0.09 -0.1 0.09 0.03 0.07 0.08 0.01 0.09 0.04 -0.01 0.08 0.06 0.03 0.04 -0.05 0.01 -0.1 -0.05 0.0 -0.04 -0.03 0.03 -0.14 0.0 0.02 -0.11 0.0 0.01 -0.05 0.0 -0.03 0.06 0.04 0.07 -0.04 0.03 0.09 -0.07 0.03 0.08 -0.06 0.02 0.05 -0.02 0.04 0.03 0.01 0.03 0.0 0.04 0.12 0.07 -0.05 0.15 0.11 -0.12 0.13 0.1 -0.14 0.07 0.05 -0.09 0.07 0.01 0.02 -0.09 0.03 -0.18 -0.12 0.02 -0.18 -0.1 -0.01 -0.1 -0.03 0.02 -0.11 -0.05 -0.03 -0.01 0.0 -0.04 0.06 0.02 -0.03 0.06 -0.03 -0.03 0.03 -0.15 -0.07 0.03 -0.15 -0.03 -0.02 -0.1 -0.01 -0.03 -0.04 -0.06 0.06 -0.1 -0.09 0.07 0.01 0.0 0.01 0.0 -0.01 0.03 0.02 -0.01 0.03 -0.01 -0.02 0.04 0.02 -0.01 0.04 0.03 0.0 0.03 0.0 -0.02 0.05 -0.02 -0.02 0.04 0.01 -0.02 0.05 0.04 -0.01 0.04 -0.01 -0.03 0.06 0.02 -0.02 0.06</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l716.freq.chunk3">
    <module cmlx:templateRef="l716.freq.high.precision.chunkx" id="high.precision">
        <array dataType="xsd:integer" dictRef="x:serial" size="30">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30</array>
        <array dataType="xsd:string" delimiter="|" dictRef="cc:irrep" size="30">A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A</array>
        <array dataType="xsd:double" dictRef="cc:frequency" size="30">414.5846 414.7007 621.7840 621.7988 692.9056 717.6612 863.5295 863.5741 968.3084 968.3950 1010.0853 1019.9550 1020.8700 1068.9869 1069.0807 1185.2158 1207.5117 1207.5338 1357.0709 1386.6870 1531.3078 1531.3882 1656.3212 1656.4203 3177.3631 3186.9439 3187.0480 3202.7109 3202.8154 3213.4099</array>
        <array dataType="xsd:double" dictRef="cc:redmass" size="30">2.9565 2.9566 6.0785 6.0783 1.0848 3.9090 1.2476 1.2476 1.3563 1.3562 1.2199 6.5542 6.0329 1.6985 1.6983 1.0788 1.1369 1.1368 6.7303 1.2476 2.0189 2.0192 5.3341 5.3352 1.0834 1.0875 1.0875 1.0949 1.0949 1.0991</array>
        <array dataType="xsd:double" dictRef="cc:forceconst" size="30">0.2994 0.2996 1.3846 1.3846 0.3069 1.1862 0.5481 0.5482 0.7492 0.7493 0.7333 4.0173 3.7044 1.1436 1.1436 0.8928 0.9767 0.9767 7.3028 1.4135 2.7892 2.7899 8.6219 8.6247 6.4444 6.5076 6.5081 6.6170 6.6174 6.6870</array>
        <array dataType="xsd:double" dictRef="cc:irintensity" size="30">0.0000 0.0000 0.0000 0.0000 77.5490 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 3.2831 3.2835 0.0000 0.0000 0.0000 0.0000 0.0000 6.5348 6.5360 0.0000 0.0000 0.0005 0.0001 0.0001 51.8763 51.8490 0.0004</array>
        <array dataType="xsd:double" dictRef="cc:displacement" size="1080">0.00 0.00 -0.16 0.00 0.00 0.24 0.00 0.00 -0.08 0.00 0.00 -0.16 0.00 0.00 0.24 0.00 0.00 -0.08 0.00 0.00 -0.35 0.00 0.00 0.51 0.00 0.00 -0.35 0.00 0.00 0.51 0.00 0.00 -0.17 0.00 0.00 -0.17 0.00 0.00 0.18 0.00 0.00 0.05 0.00 0.00 -0.23 0.00 0.00 0.18 0.00 0.00 0.05 0.00 0.00 -0.23 0.00 0.00 0.39 0.00 0.00 0.10 0.00 0.00 0.39 0.00 0.00 0.10 0.00 0.00 -0.50 0.00 0.00 -0.50 0.35 -0.09 0.00 0.07 0.23 0.00 0.01 0.21 0.00 -0.35 0.09 0.00 -0.07 -0.23 0.00 -0.01 -0.21 0.00 0.34 -0.12 0.00 -0.23 0.15 0.00 -0.34 0.12 0.00 0.23 -0.15 0.00 -0.25 0.04 0.00 0.25 -0.04 0.00 -0.01 -0.16 0.00 0.16 -0.27 0.00 0.28 0.18 0.00 0.01 0.16 0.00 -0.16 0.27 0.00 -0.28 -0.18 0.00 0.09 0.21 0.00 -0.05 -0.32 0.00 -0.09 -0.21 0.00 0.05 0.32 0.00 -0.17 -0.29 0.00 0.17 0.29 0.00 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 0.21 0.00 0.00 -0.21 0.00 0.00 0.21 0.00 0.00 -0.21 0.00 0.00 0.21 0.00 0.00 -0.21 0.00 0.00 0.35 0.00 0.00 -0.35 0.00 0.00 -0.35 0.00 0.00 0.35 0.00 0.00 -0.35 0.00 0.00 0.35 0.00 0.00 -0.08 0.00 0.00 -0.07 0.00 0.00 0.01 0.00 0.00 0.08 0.00 0.00 0.07 0.00 0.00 -0.01 0.00 0.00 0.52 0.00 0.00 0.47 0.00 0.00 -0.52 0.00 0.00 -0.47 0.00 0.00 0.05 0.00 0.00 -0.05 0.00 0.00 0.04 0.00 0.00 -0.05 0.00 0.00 -0.08 0.00 0.00 -0.04 0.00 0.00 0.05 0.00 0.00 0.08 0.00 0.00 -0.24 0.00 0.00 0.33 0.00 0.00 0.24 0.00 0.00 -0.33 0.00 0.00 -0.57 0.00 0.00 0.57 0.00 0.00 -0.09 0.00 0.00 0.09 0.00 0.00 0.00 0.00 0.00 -0.09 0.00 0.00 0.09 0.00 0.00 0.00 0.00 0.00 0.49 0.00 0.00 -0.50 0.00 0.00 0.49 0.00 0.00 -0.50 0.00 0.00 0.01 0.00 0.00 0.01 0.00 0.00 -0.05 0.00 0.00 -0.05 0.00 0.00 0.10 0.00 0.00 -0.05 0.00 0.00 -0.05 0.00 0.00 0.10 0.00 0.00 0.29 0.00 0.00 0.27 0.00 0.00 0.29 0.00 0.00 0.27 0.00 0.00 -0.57 0.00 0.00 -0.57 0.00 0.00 0.06 0.00 0.00 -0.06 0.00 0.00 0.06 0.00 0.00 -0.06 0.00 0.00 0.06 0.00 0.00 -0.06 0.00 0.00 -0.40 0.00 0.00 0.40 0.00 0.00 0.40 0.00 0.00 -0.40 0.00 0.00 0.40 0.00 0.00 -0.40 0.28 -0.08 0.00 -0.07 0.28 0.00 -0.21 -0.20 0.00 0.28 -0.08 0.00 -0.07 0.28 0.00 -0.21 -0.20 0.00 0.28 -0.08 0.00 -0.07 0.28 0.00 0.28 -0.08 0.00 -0.07 0.28 0.00 -0.21 -0.20 0.00 -0.21 -0.20 0.00 -0.27 0.08 0.00 -0.07 0.27 0.00 0.20 0.19 0.00 0.26 -0.08 0.00 0.07 -0.27 0.00 -0.20 -0.19 0.00 -0.29 0.08 0.00 -0.07 0.29 0.00 0.29 -0.08 0.00 0.07 -0.29 0.00 -0.22 -0.21 0.00 0.22 0.21 0.00 -0.04 0.09 0.00 0.08 -0.04 0.00 -0.08 -0.08 0.00 -0.04 0.09 0.00 0.08 -0.04 0.00 -0.08 -0.08 0.00 0.07 0.47 0.00 0.48 0.05 0.00 0.07 0.47 0.00 0.48 0.05 0.00 -0.09 -0.09 0.00 -0.09 -0.09 0.00 -0.11 -0.01 0.00 0.01 0.11 0.00 0.06 -0.06 0.00 -0.11 -0.01 0.00 0.01 0.11 0.00 0.06 -0.06 0.00 -0.18 -0.24 0.00 0.23 0.17 0.00 -0.18 -0.24 0.00 0.23 0.17 0.00 0.38 -0.39 0.00 0.38 -0.39 0.00 0.01 0.03 0.00 -0.03 -0.01 0.00 0.02 -0.02 0.00 0.01 0.03 0.00 -0.03 -0.01 0.00 0.02 -0.02 0.00 0.11 0.39 0.00 -0.40 -0.10 0.00 0.11 0.39 0.00 -0.40 -0.10 0.00 0.28 -0.29 0.00 0.28 -0.29 0.00 0.02 0.06 0.00 -0.04 -0.01 0.00 -0.01 0.01 0.00 -0.02 -0.06 0.00 0.04 0.01 0.00 0.01 -0.01 0.00 0.16 0.54 0.00 -0.38 -0.09 0.00 -0.16 -0.54 0.00 0.38 0.09 0.00 0.12 -0.12 0.00 -0.12 0.12 0.00 -0.01 -0.01 0.00 -0.04 -0.01 0.00 0.04 -0.04 0.00 0.01 0.01 0.00 0.04 0.01 0.00 -0.04 0.04 0.00 -0.04 -0.12 0.00 -0.41 -0.10 0.00 0.04 0.12 0.00 0.41 0.10 0.00 -0.38 0.40 0.00 0.38 -0.40 0.00 -0.08 -0.28 0.00 0.29 0.07 0.00 -0.20 0.21 0.00 -0.08 -0.28 0.00 0.29 0.07 0.00 -0.20 0.21 0.00 0.08 0.27 0.00 -0.27 -0.07 0.00 0.08 0.27 0.00 -0.27 -0.07 0.00 0.20 -0.20 0.00 0.19 -0.20 0.00 -0.02 -0.06 0.00 -0.06 -0.01 0.00 -0.04 0.04 0.00 0.02 0.06 0.00 0.06 0.01 0.00 0.04 -0.04 0.00 0.11 0.39 0.00 0.39 0.10 0.00 -0.11 -0.39 0.00 -0.39 -0.10 0.00 -0.28 0.29 0.00 0.28 -0.29 0.00 -0.02 0.13 0.00 0.14 -0.01 0.00 -0.06 -0.07 0.00 -0.02 0.13 0.00 0.14 -0.01 0.00 -0.06 -0.07 0.00 -0.19 -0.41 0.00 -0.46 -0.16 0.00 -0.19 -0.41 0.00 -0.46 -0.16 0.00 -0.11 -0.05 0.00 -0.11 -0.05 0.00 0.10 0.06 0.00 -0.04 -0.10 0.00 -0.11 0.10 0.00 0.10 0.06 0.00 -0.04 -0.10 0.00 -0.11 0.10 0.00 0.01 -0.32 0.00 0.25 -0.04 0.00 0.01 -0.32 0.00 0.25 -0.04 0.00 0.37 -0.39 0.00 0.37 -0.39 0.00 0.05 0.32 0.00 -0.05 -0.16 0.00 -0.08 0.24 0.00 -0.05 -0.32 0.00 0.05 0.16 0.00 0.08 -0.24 0.00 -0.15 -0.38 0.00 0.14 -0.13 0.00 0.15 0.38 0.00 -0.15 0.13 0.00 -0.29 0.13 0.00 0.29 -0.13 0.00 0.16 0.04 0.00 -0.32 -0.04 0.00 0.24 -0.10 0.00 -0.16 -0.04 0.00 0.32 0.04 0.00 -0.24 0.10 0.00 0.12 -0.15 0.00 0.38 0.14 0.00 -0.12 0.15 0.00 -0.38 -0.14 0.00 0.12 -0.29 0.00 -0.12 0.30 0.00 -0.03 0.01 0.00 0.01 -0.03 0.00 0.02 0.02 0.00 -0.03 0.01 0.00 0.01 -0.03 0.00 0.02 0.02 0.00 0.39 -0.11 0.00 -0.10 0.40 0.00 0.39 -0.11 0.00 -0.10 0.40 0.00 -0.29 -0.28 0.00 -0.29 -0.28 0.00 -0.03 0.01 0.00 0.01 -0.05 0.00 0.01 0.02 0.00 0.03 -0.01 0.00 -0.01 0.05 0.00 -0.01 -0.02 0.00 0.31 -0.09 0.00 -0.14 0.56 0.00 -0.31 0.09 0.00 0.14 -0.56 0.00 0.18 0.18 0.00 -0.18 -0.17 0.00 0.04 -0.01 0.00 0.00 0.00 0.00 0.03 0.03 0.00 -0.04 0.01 0.00 0.00 0.00 0.00 -0.03 -0.03 0.00 -0.46 0.13 0.00 -0.01 0.04 0.00 0.46 -0.13 0.00 0.01 -0.04 0.00 0.37 0.36 0.00 -0.37 -0.36 0.00 -0.03 0.01 0.00 -0.01 0.05 0.00 0.02 0.01 0.00 -0.03 0.01 0.00 -0.01 0.05 0.00 0.02 0.01 0.00 0.31 -0.09 0.00 0.14 -0.56 0.00 0.31 -0.09 0.00 0.14 -0.56 0.00 -0.18 -0.17 0.00 -0.18 -0.17 0.00 0.04 -0.01 0.00 0.00 0.00 0.00 0.03 0.03 0.00 0.04 -0.01 0.00 0.00 0.00 0.00 0.03 0.03 0.00 -0.45 0.14 0.00 0.01 -0.04 0.00 -0.45 0.13 0.00 0.02 -0.04 0.00 -0.37 -0.36 0.00 -0.37 -0.36 0.00 -0.04 0.01 0.00 -0.01 0.04 0.00 0.03 0.03 0.00 0.04 -0.01 0.00 0.01 -0.04 0.00 -0.03 -0.03 0.00 0.39 -0.11 0.00 0.10 -0.39 0.00 -0.39 0.11 0.00 -0.10 0.39 0.00 0.29 0.28 0.00 -0.30 -0.28 0.00</array>
        <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="12">6 6 6 6 6 6 1 1 1 1 1 1</array>
    </module>
  </comment>






Template definition



<record repeat="4" />
<templateList>  <template id="deletetag" repeat="*" pattern="\s{15}\s*\S[\s\d]*$\s{15}\s*.*" endPattern="\s{1,5}\d.*$\s{15}\s*\S[\s\d]*" endPattern2="\s{1,5}\d.*$\s*" endPattern3="~" endOffset="1">    <templateList>      <template pattern=".*" endPattern="\s*(Frc\sconsts|Force\sconstants).*" endOffset="1" id="sysvals">        <record id="serial">{1_5I,x:serial}</record>        <record id="irrep">{1_5A,cc:irrep}</record>        <record id="freq">\s*Frequencies\s*\-\-\-?\s*{1_5F,cc:frequency}</record>        <record id="redmass">\s*(Red\.\s*masses|Reduced\smasses)\s*\-\-\-?\s*{1_5F,cc:redmass}</record>        <record id="frcconst">\s*(Frc\sconsts|Force\sconstants)\s*\-\-\-?\s*{1_5F,cc:forceconst}</record>
        </template>      <template pattern="\s\%ModelSys.*" endPattern="\s*\%RealSys.*" endOffset="1" id="sysvals">        <record id="modelsys">\s\%ModelSys\s*\-\-\-?\s*{1_5F,cc:modelsys}</record>        <record id="realsys">\s\%RealSys\s*\-\-\-?\s*{1_5F,cc:realsys}</record>
        </template>      <template pattern="\s*IR\sInten.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="irinten">\s*IR\sInten.*\s*\-\-\-?{1_5F,cc:irintensity}</record>
        </template>      <template pattern="\s*Raman\sActiv.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="raman">\s*Raman\sActiv\s*\-\-\-?{1_5F,cc:raman}</record>
        </template>      <template pattern="\s*Depolar\s\(P\)\s\-\-\-?.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="depolarp">\s*Depolar\s\(P\)\s\-\-\-?{1_5F,g:depolarp}</record>
        </template>      <template pattern="\s*Depolar\s\(U\)\s\-\-\-?.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="depolaru">\s*Depolar\s\(U\)\s\-\-\-?{1_5F,g:depolaru}</record>
        </template>      <template pattern="\s*Atom\s*AN\s*X\s*Y\s*Z.*" endPattern="~" endOffset="0">        <record repeat="1" />        <templateList>          <template pattern="(\s+\S+){11}\s*" endPattern="~">            <record id="displacement3" makeArray="true" repeat="*">\s*\S+\s+{I,cc:atomicNumber}{3F,cc:displacement}{3F,cc:displacement2}{3F,cc:displacement3}</record>
                </template>          <template pattern="(\s+\S+){8}\s*" endPattern="~">            <record id="displacement2" makeArray="true" repeat="*">\s*\S+\s+{I,cc:atomicNumber}{3F,cc:displacement}{3F,cc:displacement2}</record>
                </template>          <template pattern="(\s+\S+){5}\s*" endPattern="~">            <record id="displacement1" makeArray="true" repeat="*">\s*\S+\s+{I,cc:atomicNumber}{3F,cc:displacement}</record>
                </template>
            </templateList>        <transform process="addChild" xpath="." elementName="cml:scalar" id="freq.type" position="0" />        <transform process="setValue" xpath=".//cml:scalar[@id='freq.type']" value="default" />
        </template>      <template pattern="\s*Coord\sAtom\sElement:.*" endPattern="~" endOffset="0">        <record repeat="1" />        <templateList>          <template pattern="(\s+\S+){8}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_5">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}{F,cc:displacement5}</record>            <record id="displacement_5">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}{F,cc:displacement5}</record>            <record id="displacement_5">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}{F,cc:displacement5}</record>
                </template>          <template pattern="(\s+\S+){7}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_4">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}</record>            <record id="displacement_4">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}</record>            <record id="displacement_4">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}</record>
                </template>          <template pattern="(\s+\S+){6}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_3">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}</record>            <record id="displacement_3">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}</record>            <record id="displacement_3">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}</record>
                </template>          <template pattern="(\s+\S+){5}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_2">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}</record>            <record id="displacement_2">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}</record>            <record id="displacement_2">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}</record>
                </template>          <template pattern="(\s+\S+){4}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_1">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}</record>            <record id="displacement_1">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}</record>            <record id="displacement_1">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}</record>
                </template>          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement1']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement2']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement3']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement4']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement5']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:atomicNumber']" xpath="." dictRef="cc:atomicNumber" dataType="xsd:integer" />          <transform process="pullup" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />
            </templateList>        <transform process="addChild" xpath="." elementName="cml:scalar" id="freq.type" position="0" />        <transform process="setValue" xpath=".//cml:scalar[@id='freq.type']" value="high.precision" />        <transform process="pullup" xpath=".//cml:array[@dictRef='cc:atomicNumber']" />
        </template>      <transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />      <transform process="pullup" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />
      </templateList>
    </template>
  </templateList>
<transform process="delete" xpath="(.//cml:scalar[@id='freq.type'])[position() >=2]" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='x:serial']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:irrep']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:frequency']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:redmass']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:forceconst']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:irintensity']" />
<transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:modelsys']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:realsys']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:raman']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:depolarp']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:depolaru']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="pullup" xpath=".//cml:scalar[@id='freq.type']" repeat="2" />
<transform process="delete" xpath="(.//cml:array[@dictRef='cc:atomicNumber'])[position() >=2]" />
<transform process="pullup" xpath=".//cml:array[@dictRef='cc:atomicNumber']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="addAttribute" xpath="." name="id" value="$string(.//cml:scalar[@id='freq.type'])" />
<transform process="delete" xpath=".//cml:scalar[@id='freq.type']" />
<transform process="delete" xpath="./cml:module" />
<transform process="addAttribute" xpath=".[@id='high.precision']" name="cmlx:templateRef" value="l716.freq.high.precision.chunkx" />
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l716.forces


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.forces



	repeat

	*



	pattern

	\s*\-+\s*$\s*Center\s+Atomic\s+Forces \(Hartrees/Bohr\)\s*



	endPattern

	\s*Cartesian Forces:.*



	endOffset

	1



	xml:base

	l716/l716.forces.xml







Input



-------------------------------------------------------------------
Center     Atomic                   Forces (Hartrees/Bohr)
Number     Number              X              Y              Z
-------------------------------------------------------------------
   1          6           0.000000000    0.000000000    0.000000000
   2          1          -0.000000001   -0.000000002   -0.012566491
   3          1          -0.011847801   -0.000000001    0.004188832
   4          1           0.005923900    0.010260499    0.004188828
   5          1           0.005923903   -0.010260496    0.004188832
-------------------------------------------------------------------
Cartesian Forces:  Max     0.012566491 RMS     0.006489308






Output text



<comment class="example.output" id="l716.forces">
    <module cmlx:templateRef="l716.forces">
      <list cmlx:lineCount="5" cmlx:templateRef="force">
        <array dataType="xsd:integer" dictRef="x:serial" size="5">1 2 3 4 5</array>
        <array dataType="xsd:integer" dictRef="x:elementType" size="5">6 1 1 1 1</array>
        <list>
          <array dataType="xsd:double" size="3" dictRef="cc:force">0.0 0.0 0.0</array>
          <array dataType="xsd:double" size="3" dictRef="cc:force">-1.0E-9 -2.0E-9 -0.012566491</array>
          <array dataType="xsd:double" size="3" dictRef="cc:force">-0.011847801 -1.0E-9 0.004188832</array>
          <array dataType="xsd:double" size="3" dictRef="cc:force">0.0059239 0.010260499 0.004188828</array>
          <array dataType="xsd:double" size="3" dictRef="cc:force">0.005923903 -0.010260496 0.004188832</array>
        </list>
      </list>
      <list cmlx:templateRef="cartesianforce">
        <scalar dataType="xsd:double" dictRef="cc:maxforce">0.012566491</scalar>
        <scalar dataType="xsd:double" dictRef="cc:rmsforce">0.006489308</scalar>
      </list>
    </module>
  </comment>






Template definition



<record repeat="4" />
<record repeat="*" id="force" makeArray="true">\s*{I,x:serial}{I,x:elementType}{3F,cc:force}\s*</record>
<record />
<record id="cartesianforce">\s*Cartesian Forces:\s+Max{F,cc:maxforce}\s*RMS{F,cc:rmsforce}\s*</record>
<transform process="split" xpath=".//cml:array[@dictRef='cc:force']" cols="3" />
<transform process="pullupSingleton" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l716.zeropoint


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.zeropoint



	name

	Zero-point correction



	repeat

	*



	pattern

	\s*Zero-point correction.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	l716/l716.zeropoint.xml







Input



Zero-point correction=                           0.045230 (Hartree/Particle)
Thermal correction to Energy=                    0.048094
Thermal correction to Enthalpy=                  0.049039
Thermal correction to Gibbs Free Energy=         0.027907
Sum of electronic and zero-point Energies=            -40.473159
Sum of electronic and thermal Energies=               -40.470295
Sum of electronic and thermal Enthalpies=             -40.469351
Sum of electronic and thermal Free Energies=          -40.490482






Output text



<comment class="example.output" id="l716.zeropoint">
    <module cmlx:templateRef="l716.zeropoint">
      <scalar dataType="xsd:string" dictRef="cc:zpe.correction" units="nonsi:hartree">0.04523</scalar>
      <scalar dataType="xsd:string" dictRef="cc:zpe.thermalcorrener" units="nonsi:hartree">0.048094</scalar>
      <scalar dataType="xsd:string" dictRef="cc:zpe.thermalcorrenthalpy" units="nonsi:hartree">0.049039</scalar>
      <scalar dataType="xsd:string" dictRef="cc:zpe.thermalcorrgfe" units="nonsi:hartree">0.027907</scalar>
      <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectzpe" units="nonsi:hartree">-40.473159</scalar>
      <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectthermal" units="nonsi:hartree">-40.470295</scalar>
      <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectthermalent" units="nonsi:hartree">-40.469351</scalar>
      <scalar dataType="xsd:string" dictRef="cc:zpe.sumelectthermalfe" units="nonsi:hartree">-40.490482</scalar>
    </module>
  </comment>






Template definition



<record id="zeropoint" repeat="*">{X,x:name}=\s*{F,x:value}.*</record>
<transform process="createNameValue" xpath="./cml:list/cml:list" name=".//cml:scalar[@dictRef='x:name']" value=".//cml:scalar[@dictRef='x:value']" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Zero-point correction']" value="cc:zpe.correction" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Thermal correction to Energy']" value="cc:zpe.thermalcorrener" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Thermal correction to Enthalpy']" value="cc:zpe.thermalcorrenthalpy" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Thermal correction to Gibbs Free Energy']" value="cc:zpe.thermalcorrgfe" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Sum of electronic and zero-point Energies']" value="cc:zpe.sumelectzpe" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Sum of electronic and thermal Energies']" value="cc:zpe.sumelectthermal" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Sum of electronic and thermal Enthalpies']" value="cc:zpe.sumelectthermalent" />
<transform process="addDictRef" xpath="./cml:scalar[@dictRef='x:Sum of electronic and thermal Free Energies']" value="cc:zpe.sumelectthermalfe" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l716.freq.chunkx


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.freq.chunkx



	pattern

	\sHarmonic\sfrequencies.*



	repeat

	*



	endPattern

	\s*



	endPattern2

	.*$\sHarmonic\sfrequencies.*



	endOffset

	1



	xml:base

	l716/l716.freq.chunk.xml







Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                   T2                     T2                     T2
Frequencies --  1373.4987              1373.4987              1373.4987
Red. masses --     1.1787                 1.1787                 1.1787
Frc consts  --     1.3101                 1.3101                 1.3101
IR Inten    --    15.4253                15.4253                15.4253
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.00   0.00   0.12     0.03   0.12   0.00     0.12  -0.03   0.00
  2   1     0.23   0.23  -0.36     0.11  -0.30   0.30    -0.43   0.32   0.17
  3   1    -0.24  -0.24  -0.39     0.13  -0.28  -0.27    -0.42   0.33  -0.15
  4   1     0.21  -0.25  -0.37    -0.34  -0.41  -0.14    -0.30  -0.11   0.30
  5   1    -0.25   0.21  -0.37    -0.32  -0.43   0.17    -0.29  -0.13  -0.28
                    4                      5                      6
                    E                      E                     A1
Frequencies --  1593.9619              1593.9619              3053.5976
Red. masses --     1.0078                 1.0078                 1.0078
Frc consts  --     1.5087                 1.5087                 5.5368
IR Inten    --     0.0000                 0.0000                 0.0000
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  2   1     0.40  -0.28  -0.12    -0.09  -0.30   0.39    -0.29  -0.29  -0.29
  3   1    -0.40   0.28  -0.12     0.09   0.30   0.39     0.29   0.29  -0.29
  4   1    -0.40  -0.28   0.12     0.09  -0.30  -0.39     0.29  -0.29   0.29
  5   1     0.40   0.28   0.12    -0.09   0.30  -0.39    -0.29   0.29   0.29
                    7                      8                      9
                   T2                     T2                     T2
Frequencies --  3163.9228              3163.9228              3163.9228
Red. masses --     1.1019                 1.1019                 1.1019
Frc consts  --     6.4991                 6.4991                 6.4991
IR Inten    --    26.4210                26.4210                26.4210
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.09   0.00   0.00     0.00   0.09   0.00     0.00   0.00   0.09
  2   1    -0.28  -0.30  -0.30    -0.28  -0.26  -0.28    -0.30  -0.30  -0.28
  3   1    -0.28  -0.30   0.30    -0.29  -0.28   0.29     0.29   0.29  -0.27
  4   1    -0.27   0.29  -0.29     0.31  -0.29   0.31    -0.29   0.29  -0.27
  5   1    -0.27   0.29   0.29     0.29  -0.27  -0.29     0.30  -0.30  -0.28






Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                    A                      A                      A
Frequencies --    65.4138                83.8067               151.0061
Red. masses --     7.6558                 4.6852                 9.6896
Frc consts  --     0.0193                 0.0194                 0.1302
IR Inten    --     6.4356                 1.1086                 1.4766
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.10   0.00  -0.06    -0.15   0.05  -0.15     0.15   0.00   0.18
  2   6     0.16   0.00   0.04     0.00   0.01   0.00     0.09   0.00   0.06
  3   6     0.10   0.00  -0.06     0.15   0.05   0.15     0.15   0.00   0.18
  4   6     0.04   0.00  -0.17     0.14   0.13   0.14     0.15  -0.01   0.20
  5   6     0.04   0.00  -0.18     0.00   0.17   0.00     0.15   0.00   0.18
  6   6     0.04   0.00  -0.17    -0.14   0.13  -0.14     0.15   0.01   0.20
  7   1     0.12   0.00  -0.02    -0.28   0.02  -0.28     0.14   0.00   0.17
  8   7     0.26   0.00   0.25     0.00  -0.06   0.00    -0.06   0.00  -0.23
  9   1     0.12   0.00  -0.02     0.28   0.02   0.28     0.14   0.00   0.17
 10   1     0.02   0.00  -0.22     0.26   0.16   0.26     0.17  -0.01   0.22
 11   1     0.04   0.00  -0.17     0.00   0.21   0.00     0.03   0.00   0.00
 12   1     0.02   0.00  -0.22    -0.26   0.16  -0.26     0.17   0.01   0.23
 13  17    -0.30   0.00   0.10     0.00  -0.17   0.00    -0.28   0.00  -0.25
 14   1     0.35   0.00   0.34     0.11  -0.06   0.11    -0.15   0.00  -0.32
 15   1     0.35   0.00   0.34    -0.11  -0.06  -0.11    -0.15   0.00  -0.32
                    4                      5                      6
                    A                      A                      A
Frequencies --   242.5563               317.4264               382.6507
Red. masses --     3.8868                 1.3053                 2.4340
Frc consts  --     0.1347                 0.0775                 0.2100
IR Inten    --     8.5546               376.3497                 2.3573
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.10   0.00  -0.18    -0.01   0.01  -0.02     0.05   0.13   0.01
  2   6    -0.06   0.00  -0.11    -0.01   0.00  -0.01     0.00   0.15   0.00
  3   6    -0.10   0.00  -0.18    -0.01  -0.01  -0.02    -0.05   0.13  -0.01
  4   6     0.03   0.00   0.07    -0.01   0.00   0.00    -0.04  -0.02   0.07
  5   6     0.15   0.00   0.30     0.01   0.00   0.03     0.00  -0.06   0.00
  6   6     0.03   0.00   0.07    -0.01   0.00   0.00     0.04  -0.02  -0.07
  7   1    -0.17   0.00  -0.31    -0.01   0.01  -0.02     0.15   0.18  -0.01
  8   7     0.06   0.00   0.14     0.10   0.00   0.11     0.00  -0.21   0.00
  9   1    -0.17   0.00  -0.31    -0.01  -0.01  -0.02    -0.15   0.18   0.01
 10   1     0.05   0.00   0.11    -0.01   0.00  -0.01    -0.09  -0.07   0.17
 11   1     0.18   0.00   0.34     0.01   0.00   0.03     0.00  -0.13   0.00
 12   1     0.05   0.00   0.11    -0.01   0.00  -0.01     0.09  -0.07  -0.17
 13  17    -0.02   0.00  -0.06     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.24   0.01   0.33    -0.44  -0.05  -0.54     0.20  -0.44  -0.32
 15   1     0.24  -0.01   0.33    -0.44   0.05  -0.54    -0.20  -0.44   0.32
                    7                      8                      9
                    A                      A                      A
Frequencies --   398.6217               430.7696               485.1838
Red. masses --     2.1756                 1.2232                 2.7592
Frc consts  --     0.2037                 0.1337                 0.3827
IR Inten    --     1.0597                 3.0580                 6.0672
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.06   0.04  -0.13     0.03   0.01   0.07     0.01  -0.01   0.02
  2   6     0.00   0.04   0.00     0.00   0.01   0.00     0.10   0.00   0.24
  3   6     0.06   0.04   0.13    -0.03   0.01  -0.07     0.01   0.01   0.02
  4   6    -0.09  -0.01  -0.13     0.02   0.00   0.05    -0.06   0.01  -0.12
  5   6     0.00  -0.03   0.00     0.00   0.00   0.00     0.13   0.00   0.17
  6   6     0.09  -0.01   0.13    -0.02   0.00  -0.05    -0.06  -0.01  -0.12
  7   1    -0.07   0.06  -0.23     0.11   0.01   0.20    -0.13  -0.01  -0.30
  8   7     0.00  -0.07   0.00     0.00  -0.03   0.00    -0.07   0.00  -0.06
  9   1     0.07   0.06   0.23    -0.11   0.01  -0.20    -0.13   0.01  -0.30
 10   1    -0.21  -0.02  -0.32     0.03   0.00   0.09    -0.25   0.00  -0.48
 11   1     0.00  -0.01   0.00     0.00  -0.02   0.00     0.10   0.00   0.13
 12   1     0.21  -0.02   0.32    -0.03   0.00  -0.09    -0.25   0.00  -0.48
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.01   0.00   0.00
 14   1     0.30  -0.03   0.38     0.31   0.10   0.57    -0.08   0.01  -0.03
 15   1    -0.30  -0.03  -0.38    -0.31   0.10  -0.57    -0.08  -0.01  -0.03
                   10                     11                     12
                    A                      A                      A
Frequencies --   533.6773               621.3235               700.3978
Red. masses --     5.9130                 6.4415                 2.5395
Frc consts  --     0.9922                 1.4651                 0.7340
IR Inten    --    14.7611                 0.3266                16.8325
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.04  -0.16  -0.03    -0.22   0.18   0.12    -0.04  -0.01  -0.09
  2   6    -0.25   0.00   0.06     0.00   0.14   0.00     0.09   0.00   0.18
  3   6     0.04   0.16  -0.03     0.22   0.18  -0.12    -0.04   0.01  -0.09
  4   6     0.11   0.15  -0.03     0.24  -0.24  -0.12     0.08   0.00   0.14
  5   6     0.28   0.00  -0.18     0.00  -0.14   0.00    -0.08   0.00  -0.15
  6   6     0.11  -0.15  -0.03    -0.24  -0.24   0.12     0.08   0.00   0.14
  7   1     0.28  -0.03  -0.05    -0.11   0.25   0.05    -0.26  -0.01  -0.53
  8   7    -0.29   0.00   0.19     0.00   0.08   0.00    -0.01   0.00  -0.01
  9   1     0.28   0.03  -0.05     0.11   0.25  -0.05    -0.26   0.01  -0.53
 10   1    -0.01   0.04   0.14     0.15  -0.31  -0.04     0.01   0.01   0.00
 11   1     0.30   0.00  -0.17     0.00   0.29   0.00    -0.20   0.00  -0.34
 12   1    -0.01  -0.04   0.14    -0.15  -0.31   0.04     0.01  -0.01   0.00
 13  17    -0.01   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.34  -0.01   0.12    -0.03   0.11   0.02    -0.04   0.01  -0.03
 15   1    -0.34   0.01   0.12     0.03   0.11  -0.02    -0.04  -0.01  -0.03
                   13                     14                     15
                    A                      A                      A
Frequencies --   793.0959               808.5986               829.8184
Red. masses --     1.6130                 1.2665                 4.8572
Frc consts  --     0.5978                 0.4879                 1.9706
IR Inten    --    58.2080                 0.7588                 4.5978
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.04   0.01  -0.08     0.04   0.00   0.08    -0.08  -0.19   0.02
  2   6     0.08   0.00   0.16     0.00   0.00   0.00     0.07   0.00   0.01
  3   6    -0.04  -0.01  -0.08    -0.04   0.00  -0.08    -0.08   0.19   0.02
  4   6    -0.01  -0.02  -0.04    -0.03   0.00  -0.06    -0.14   0.23   0.07
  5   6    -0.03   0.00  -0.02     0.00   0.00   0.00     0.11   0.00  -0.06
  6   6    -0.01   0.02  -0.04     0.03   0.00   0.06    -0.14  -0.23   0.07
  7   1     0.13   0.01   0.25    -0.25   0.00  -0.50    -0.02  -0.19   0.09
  8   7    -0.03   0.00  -0.02     0.00  -0.01   0.00     0.23   0.00  -0.14
  9   1     0.13  -0.01   0.25     0.25   0.00   0.50    -0.02   0.19   0.09
 10   1     0.23  -0.01   0.40     0.18   0.00   0.36    -0.33   0.09   0.26
 11   1     0.32   0.00   0.50     0.00   0.03   0.00     0.13   0.00  -0.01
 12   1     0.23   0.01   0.40    -0.18   0.00  -0.36    -0.33  -0.09   0.26
 13  17     0.00   0.00  -0.01     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.05   0.01  -0.02     0.03   0.02   0.08     0.27  -0.01  -0.13
 15   1    -0.05  -0.01  -0.02    -0.03   0.02  -0.08     0.27   0.01  -0.13
                   16                     17                     18
                    A                      A                      A
Frequencies --   905.1695               976.1181               984.8132
Red. masses --     1.3116                 1.3500                 1.5125
Frc consts  --     0.6331                 0.7578                 0.8643
IR Inten    --     1.3263                 0.0970                14.9225
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.04  -0.02   0.07     0.03   0.01   0.07    -0.02   0.05   0.06
  2   6    -0.03   0.00  -0.05     0.00  -0.01   0.00     0.00   0.00   0.00
  3   6     0.04   0.02   0.07    -0.03   0.01  -0.07    -0.02  -0.05   0.06
  4   6     0.00   0.01  -0.01     0.04   0.00   0.09    -0.05  -0.03  -0.07
  5   6    -0.06   0.00  -0.06     0.00  -0.01   0.00     0.13   0.00  -0.01
  6   6     0.00  -0.01  -0.01    -0.04   0.00  -0.09    -0.05   0.03  -0.07
  7   1    -0.20  -0.02  -0.40    -0.19   0.00  -0.35    -0.21   0.03  -0.22
  8   7     0.01   0.00   0.01     0.00  -0.01   0.00     0.01   0.00   0.00
  9   1    -0.20   0.02  -0.40     0.19   0.00   0.35    -0.21  -0.03  -0.22
 10   1     0.05   0.01   0.08    -0.26   0.00  -0.50     0.15  -0.08   0.50
 11   1     0.40   0.00   0.63     0.00  -0.04   0.00    -0.15   0.00  -0.43
 12   1     0.05  -0.01   0.08     0.26   0.00   0.50     0.15   0.08   0.50
 13  17     0.00   0.00  -0.01     0.00   0.00   0.00     0.00   0.00   0.01
 14   1     0.01   0.00   0.00    -0.02   0.01   0.02     0.01   0.00   0.00
 15   1     0.01   0.00   0.00     0.02   0.01  -0.02     0.01   0.00   0.00
                   19                     20                     21
                    A                      A                      A
Frequencies --  1002.0253              1020.3744              1037.9059
Red. masses --     3.3999                 2.1578                 1.5462
Frc consts  --     2.0113                 1.3236                 0.9814
IR Inten    --     3.4776                 1.1323                 0.4051
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.11   0.23   0.03     0.03   0.10  -0.01     0.03  -0.09  -0.01
  2   6     0.00   0.00   0.00     0.00   0.00   0.01     0.00   0.09   0.00
  3   6    -0.11  -0.23   0.03     0.03  -0.10  -0.01    -0.03  -0.09   0.01
  4   6     0.00   0.04   0.07    -0.02   0.18  -0.02     0.03  -0.05  -0.01
  5   6     0.20   0.00  -0.18    -0.09   0.00   0.07     0.00   0.07   0.00
  6   6     0.00  -0.04   0.07    -0.02  -0.18  -0.02    -0.03  -0.05   0.01
  7   1     0.01   0.27   0.14     0.26   0.27  -0.20     0.07  -0.06  -0.07
  8   7     0.02   0.00  -0.02    -0.01   0.00   0.00     0.00   0.10   0.00
  9   1     0.01  -0.27   0.14     0.26  -0.27  -0.20    -0.07  -0.06   0.07
 10   1    -0.22   0.01  -0.29     0.33   0.37   0.01     0.14   0.04  -0.11
 11   1     0.52   0.00   0.26    -0.21   0.00  -0.08     0.00   0.28   0.00
 12   1    -0.22  -0.01  -0.29     0.33  -0.37   0.01    -0.14   0.04   0.11
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.03   0.01   0.01    -0.01   0.00   0.01     0.55  -0.22  -0.20
 15   1     0.03  -0.01   0.01    -0.01   0.00   0.01    -0.55  -0.22   0.20
                   22                     23                     24
                    A                      A                      A
Frequencies --  1122.0177              1184.8243              1203.7377
Red. masses --     1.3509                 1.0705                 1.1275
Frc consts  --     1.0020                 0.8854                 0.9625
IR Inten    --     4.6864                 2.1182                54.1103
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.06   0.00  -0.03    -0.01   0.00   0.01     0.04   0.01  -0.02
  2   6     0.00   0.00   0.00     0.00  -0.01   0.00    -0.02   0.00   0.01
  3   6    -0.06   0.00   0.03     0.01   0.00  -0.01     0.04  -0.01  -0.02
  4   6     0.02  -0.05   0.00    -0.03  -0.01   0.02    -0.03  -0.03   0.02
  5   6     0.00   0.10   0.00     0.00   0.04   0.00    -0.02   0.00   0.01
  6   6    -0.02  -0.05   0.00     0.03  -0.01  -0.02    -0.03   0.03   0.02
  7   1     0.37   0.19  -0.18    -0.23  -0.14   0.12     0.41   0.25  -0.22
  8   7     0.00  -0.06   0.00     0.00   0.01   0.00     0.01   0.00  -0.01
  9   1    -0.37   0.19   0.18     0.23  -0.14  -0.12     0.41  -0.25  -0.22
 10   1     0.06  -0.03  -0.05    -0.40  -0.25   0.19    -0.36  -0.24   0.18
 11   1     0.00   0.59   0.00     0.00   0.55   0.00    -0.01   0.00   0.03
 12   1    -0.06  -0.03   0.05     0.40  -0.25  -0.19    -0.36   0.24   0.18
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.27   0.10   0.10     0.03  -0.01  -0.01     0.03  -0.01  -0.01
 15   1     0.27   0.10  -0.10    -0.03  -0.01   0.01     0.03   0.01  -0.01
                   25                     26                     27
                    A                      A                      A
Frequencies --  1346.3589              1362.9356              1372.7724
Red. masses --     2.7644                 1.8280                 2.4049
Frc consts  --     2.9523                 2.0006                 2.6702
IR Inten    --    97.2405                 0.0291                 1.1861
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.08   0.05  -0.04    -0.01  -0.02   0.00    -0.13  -0.09   0.07
  2   6     0.26   0.00  -0.15     0.00   0.20   0.00     0.00   0.10   0.00
  3   6     0.08  -0.05  -0.04     0.01  -0.02   0.00     0.13  -0.09  -0.07
  4   6    -0.04   0.08   0.02    -0.08  -0.07   0.04    -0.06  -0.04   0.02
  5   6    -0.02   0.00   0.01     0.00   0.04   0.00     0.00   0.21   0.00
  6   6    -0.04  -0.08   0.02     0.08  -0.07  -0.04     0.06  -0.04  -0.02
  7   1    -0.26  -0.18   0.13    -0.35  -0.24   0.18     0.27   0.18  -0.15
  8   7    -0.14   0.00   0.08     0.00  -0.06   0.00     0.00  -0.01   0.00
  9   1    -0.26   0.18   0.13     0.35  -0.24  -0.18    -0.27   0.18   0.15
 10   1    -0.37  -0.12   0.19     0.32   0.19  -0.17    -0.26  -0.17   0.12
 11   1    -0.02   0.00   0.02     0.00   0.14   0.00     0.00  -0.62   0.00
 12   1    -0.37   0.12   0.19    -0.32   0.19   0.17     0.26  -0.17  -0.12
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.29   0.08   0.15    -0.25   0.09   0.09    -0.06   0.03   0.02
 15   1    -0.29  -0.08   0.15     0.25   0.09  -0.09     0.06   0.03  -0.02
                   28                     29                     30
                    A                      A                      A
Frequencies --  1515.7951              1517.6652              1566.3435
Red. masses --     2.3148                 2.6095                 5.1766
Frc consts  --     3.1336                 3.5412                 7.4829
IR Inten    --   126.2126                 2.0999                 6.4883
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6    -0.04  -0.09   0.02     0.15   0.00  -0.08    -0.03  -0.19   0.02
  2   6     0.17   0.00  -0.10     0.00   0.09   0.00     0.00   0.34   0.00
  3   6    -0.04   0.09   0.02    -0.15   0.01   0.08     0.03  -0.19  -0.02
  4   6    -0.11  -0.09   0.06     0.15  -0.03  -0.08     0.11   0.19  -0.05
  5   6     0.08   0.00  -0.05     0.00   0.14   0.00     0.00  -0.28   0.00
  6   6    -0.11   0.09   0.06    -0.15  -0.03   0.08    -0.11   0.19   0.05
  7   1     0.36   0.16  -0.19    -0.21  -0.25   0.11     0.23  -0.04  -0.12
  8   7    -0.05   0.00   0.03     0.00  -0.04   0.00     0.00  -0.07   0.00
  9   1     0.36  -0.16  -0.19     0.21  -0.25  -0.11    -0.23  -0.04   0.12
 10   1     0.37   0.22  -0.19    -0.16  -0.26   0.08    -0.29  -0.06   0.15
 11   1     0.11   0.00  -0.04     0.00  -0.62   0.00     0.00   0.35   0.00
 12   1     0.37  -0.22  -0.19     0.16  -0.26  -0.08     0.29  -0.06  -0.15
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1    -0.14   0.06   0.08    -0.12   0.03   0.05    -0.23   0.08   0.08
 15   1    -0.15  -0.06   0.08     0.12   0.03  -0.05     0.23   0.08  -0.08
                   31                     32                     33
                    A                      A                      A
Frequencies --  1643.4248              1663.8373              3167.6179
Red. masses --     3.1606                 1.4312                 1.0892
Frc consts  --     5.0295                 2.3344                 6.4391
IR Inten    --   164.3738               347.7203                 5.8592
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.19   0.05  -0.10     0.06   0.01  -0.03     0.03  -0.05  -0.01
  2   6    -0.10   0.00   0.06    -0.09   0.00   0.04     0.00   0.00   0.00
  3   6     0.19  -0.05  -0.10     0.06  -0.01  -0.03    -0.03  -0.05   0.01
  4   6    -0.17  -0.04   0.09    -0.04  -0.01   0.02     0.00   0.01   0.00
  5   6     0.07   0.00  -0.05     0.02   0.00  -0.01     0.00   0.00   0.00
  6   6    -0.17   0.04   0.09    -0.04   0.01   0.02     0.00   0.01   0.00
  7   1    -0.18  -0.20   0.09    -0.05  -0.06   0.02    -0.31   0.59   0.15
  8   7    -0.05   0.00   0.03     0.10   0.00  -0.06     0.00   0.00   0.00
  9   1    -0.18   0.20   0.09    -0.05   0.06   0.02     0.31   0.59  -0.15
 10   1     0.13   0.18  -0.07     0.04   0.04  -0.02     0.07  -0.14  -0.04
 11   1     0.10   0.00  -0.01     0.02   0.00   0.00     0.00   0.00   0.00
 12   1     0.13  -0.18  -0.07     0.04  -0.04  -0.02    -0.07  -0.14   0.04
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.34  -0.29  -0.25    -0.43   0.40   0.35     0.00   0.00   0.00
 15   1     0.34   0.29  -0.25    -0.43  -0.40   0.35     0.00   0.00   0.00
                   34                     35                     36
                    A                      A                      A
Frequencies --  3168.0223              3197.8237              3199.3644
Red. masses --     1.0891                 1.0925                 1.0935
Frc consts  --     6.4401                 6.5823                 6.5949
IR Inten    --    14.6297                 1.4311                 6.3927
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.03  -0.05  -0.01    -0.01   0.02   0.00     0.01  -0.01   0.00
  2   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  3   6     0.03   0.05  -0.01    -0.01  -0.02   0.00    -0.01  -0.01   0.00
  4   6     0.01  -0.01   0.00     0.03  -0.05  -0.01     0.03  -0.05  -0.01
  5   6     0.00   0.00   0.00    -0.02   0.00   0.01     0.00   0.00   0.00
  6   6     0.01   0.01   0.00     0.03   0.05  -0.01    -0.03  -0.05   0.01
  7   1    -0.30   0.59   0.15     0.09  -0.17  -0.05    -0.07   0.14   0.04
  8   7     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  9   1    -0.30  -0.58   0.15     0.09   0.17  -0.05     0.07   0.14  -0.04
 10   1    -0.09   0.17   0.04    -0.29   0.56   0.15    -0.31   0.59   0.16
 11   1     0.03   0.00  -0.02     0.22   0.00  -0.15     0.00  -0.01   0.00
 12   1    -0.09  -0.17   0.04    -0.29  -0.56   0.15     0.31   0.59  -0.16
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 15   1     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
                   37                     38                     39
                    A                      A                      A
Frequencies --  3230.6558              3599.3919              3712.7129
Red. masses --     1.0936                 1.0460                 1.1037
Frc consts  --     6.7251                 7.9841                 8.9633
IR Inten    --     6.8481               153.6753                39.7117
Atom AN      X      Y      Z        X      Y      Z        X      Y      Z
  1   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  2   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  3   6     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  4   6    -0.01   0.02   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  5   6    -0.07   0.00   0.05     0.00   0.00   0.00     0.00   0.00   0.00
  6   6    -0.01  -0.02   0.00     0.00   0.00   0.00     0.00   0.00   0.00
  7   1    -0.01   0.02   0.01     0.00   0.00   0.00     0.00   0.00   0.00
  8   7     0.00   0.00   0.00    -0.04   0.00   0.04     0.00   0.09   0.00
  9   1    -0.01  -0.02   0.01     0.00   0.00   0.00     0.00   0.00   0.00
 10   1     0.08  -0.16  -0.04     0.00   0.00   0.00     0.00   0.00   0.00
 11   1     0.80   0.00  -0.54     0.00   0.00   0.00     0.00   0.00   0.00
 12   1     0.08   0.16  -0.04     0.00   0.00   0.00     0.00   0.00   0.00
 13  17     0.00   0.00   0.00     0.00   0.00   0.00     0.00   0.00   0.00
 14   1     0.00   0.00   0.00     0.25   0.61  -0.26    -0.26  -0.60   0.27
 15   1     0.00   0.00   0.00     0.25  -0.61  -0.26     0.26  -0.60  -0.27






Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                    1                      2                      3
                    A                      A                      A
Frequencies --  -602.4882                -5.1426                13.1952
Red. masses --     1.2110                 5.8108                 6.4175
Frc consts  --     0.2590                 0.0001                 0.0007
%ModelSys   --    99.9630                80.1145                10.7518
%RealSys    --     0.0370                19.8855                89.2482
IR Inten    --    28.4083                 0.0195                 0.0440
 Atom  AN      X      Y      Z        X      Y      Z        X      Y      Z
    1  45    -0.01   0.00   0.02     0.02  -0.01   0.03    -0.01  -0.01   0.03
    2   1     0.21   0.61   0.70     0.03  -0.01   0.04    -0.03  -0.01   0.02
    3   6     0.02  -0.01  -0.04     0.02   0.01   0.03    -0.02  -0.02   0.04
    4   8    -0.01   0.00   0.00     0.01   0.01   0.03    -0.02  -0.04   0.04
    5  15     0.00   0.00  -0.01     0.02  -0.02   0.02     0.01  -0.02   0.04
    6  15     0.00   0.00   0.00     0.00  -0.01   0.01    -0.03  -0.01   0.01
    7   8     0.00   0.00   0.00     0.03  -0.03   0.03     0.00  -0.05   0.03
    8   8     0.00   0.00   0.00     0.01  -0.01   0.02     0.03  -0.04   0.04
    9   8     0.00   0.01   0.00     0.03  -0.02   0.01     0.02  -0.01   0.05
   10   6    -0.02  -0.04  -0.02    -0.07   0.02   0.03     0.00   0.00   0.02
   11   6    -0.01  -0.02  -0.10     0.01  -0.01   0.04    -0.02  -0.01   0.02
   12   1     0.08   0.13   0.10     0.05  -0.01   0.00    -0.03  -0.01   0.02
   13   1     0.07   0.18   0.12     0.03  -0.03   0.10    -0.02   0.00   0.01
   14   6     0.00   0.00   0.00     0.01  -0.01   0.00    -0.01  -0.01   0.03
   15   6     0.00   0.00   0.00     0.00  -0.01   0.00    -0.03   0.00  -0.04
   16   6     0.00   0.00   0.00     0.00   0.00   0.01    -0.07  -0.03   0.01
   17   6     0.00   0.00   0.00     0.03  -0.02   0.00     0.02   0.01   0.03
   18   6     0.00   0.00   0.00     0.01   0.00   0.01     0.01  -0.02   0.02
   19   6     0.00   0.00   0.00     0.03  -0.01   0.04     0.02  -0.02   0.02
   20   6     0.00   0.00   0.00    -0.01   0.01   0.01    -0.10  -0.02  -0.01
   21   6     0.00   0.00   0.00     0.02  -0.02  -0.01     0.02   0.01   0.03
   22   6     0.00   0.00   0.00     0.03  -0.03   0.00     0.02   0.02   0.02
   23   6     0.00   0.00   0.00     0.02  -0.02  -0.01     0.03   0.01   0.04
   24   6     0.00   0.00   0.00    -0.02   0.03   0.02    -0.13  -0.06   0.03
   25   6     0.00   0.00   0.00     0.03  -0.03  -0.02     0.06   0.02   0.05
   26   6     0.00   0.00   0.00     0.03  -0.03  -0.01     0.02   0.04  -0.01
   27   6     0.00   0.00   0.00     0.00   0.00   0.00    -0.03   0.00  -0.06
   28   6     0.00   0.00   0.00     0.01   0.00   0.01     0.00  -0.01  -0.02
   29   6     0.00   0.00   0.00     0.01  -0.01  -0.02     0.02   0.00   0.06
   30   6     0.00   0.00   0.00    -0.01   0.01   0.01    -0.07  -0.06   0.04
   31   6     0.00   0.00   0.00     0.01  -0.02   0.01    -0.01   0.01  -0.06
   32   6     0.00   0.00   0.00     0.03  -0.03  -0.02     0.07   0.02   0.06
   33   6     0.00   0.00   0.00     0.02  -0.03  -0.01     0.02   0.05  -0.02
   34   6     0.00   0.00   0.00     0.00  -0.01  -0.02     0.00  -0.02   0.05
   35   6     0.00   0.00   0.00     0.04  -0.02   0.00     0.03   0.01   0.03
   36   6     0.00   0.00   0.00     0.00   0.01   0.01    -0.04   0.01  -0.11
   37   6     0.00   0.00   0.00     0.00   0.00  -0.01    -0.04   0.00  -0.05
   38   6     0.00   0.00   0.00     0.03   0.03   0.06     0.08   0.03  -0.03
   39   6     0.00   0.00   0.00     0.04  -0.02  -0.01     0.03   0.03   0.01
   40   6     0.00   0.00   0.00     0.04   0.01   0.07     0.06   0.01   0.01
   41   6     0.00   0.00   0.00     0.00   0.00  -0.01    -0.01  -0.02   0.04
   42   6     0.00   0.00   0.00    -0.01   0.00  -0.01    -0.05  -0.01  -0.06
   43   6     0.00   0.00   0.00     0.02  -0.02  -0.03     0.07   0.01   0.07
   44   6     0.00   0.00   0.00    -0.01  -0.01  -0.02    -0.04  -0.02  -0.02
   45   6     0.00   0.00   0.00    -0.01   0.02   0.02    -0.13  -0.04   0.00
   46   6     0.00   0.00   0.00     0.02   0.03   0.04     0.06   0.03  -0.04
   47   6     0.00   0.00   0.00     0.01   0.04   0.03     0.08   0.05  -0.08
   48   6     0.00   0.00   0.00    -0.01   0.02   0.02    -0.10  -0.07   0.05
   49   6     0.00   0.00   0.00     0.00  -0.01   0.00    -0.01  -0.03   0.02
   50   6     0.00   0.00   0.00     0.01  -0.01  -0.01    -0.03   0.02  -0.11
   51   6     0.00   0.00   0.00     0.04  -0.03  -0.01     0.03   0.04  -0.01
   52   6     0.00   0.00   0.00     0.04  -0.01   0.06     0.03  -0.02   0.04
   53   6     0.00   0.00   0.00     0.02   0.01   0.03     0.03   0.00  -0.02
   54   6     0.00   0.00   0.00     0.00  -0.01  -0.02    -0.04   0.01  -0.09
   55   6     0.00   0.00   0.00     0.00   0.01  -0.01    -0.08   0.02  -0.15
   56   6     0.00   0.00   0.00     0.01  -0.02  -0.03     0.04   0.00   0.07
   57   6     0.00   0.00   0.00     0.02   0.06   0.03     0.11   0.08  -0.11
   58   6     0.00   0.00   0.00     0.04  -0.03  -0.02     0.03   0.06  -0.03
   59   6     0.00   0.00   0.00     0.03   0.05   0.07     0.11   0.06  -0.06
   60   6     0.00   0.00   0.00     0.03  -0.03  -0.02     0.03   0.08  -0.05
   61   6     0.00   0.00   0.00    -0.02   0.00  -0.02    -0.08   0.00  -0.10
   62   6     0.00   0.00   0.00     0.03  -0.04  -0.02     0.03   0.07  -0.05
   63   6     0.00   0.00   0.00    -0.01   0.00  -0.02    -0.10   0.01  -0.15
   64   6     0.00   0.00   0.00     0.01  -0.02   0.00    -0.01   0.02  -0.09
   65   6     0.00   0.00   0.00     0.03   0.07   0.05     0.13   0.09  -0.10
   66   1     0.00   0.00   0.00     0.04  -0.04  -0.03     0.09   0.03   0.07
   67   1     0.00   0.00   0.00     0.02  -0.03  -0.04     0.08   0.01   0.09
   68   1     0.00   0.00   0.00     0.00  -0.01  -0.03     0.04  -0.01   0.08
   69   1     0.00   0.00   0.00     0.04  -0.04  -0.01     0.06   0.03   0.04
   70   1     0.00   0.00   0.00    -0.01   0.00  -0.03    -0.05   0.01  -0.10
   71   1     0.00   0.00   0.00    -0.01   0.00  -0.02    -0.05   0.00  -0.04
   72   1     0.00   0.00   0.00     0.01  -0.02  -0.02    -0.03   0.03  -0.14
   73   1     0.00   0.00   0.00     0.02  -0.03   0.01     0.00   0.02  -0.11
   74   1     0.00   0.01  -0.01     0.02  -0.03   0.02     0.00   0.01  -0.05
   75   1     0.00   0.00   0.00    -0.01   0.00  -0.02     0.00  -0.03   0.06
   76   1     0.00   0.00   0.00     0.04  -0.02  -0.02     0.04   0.07  -0.04
   77   1     0.00   0.00   0.00     0.04  -0.03  -0.03     0.03   0.09  -0.07
   78   1     0.00   0.00   0.00     0.02  -0.04  -0.02     0.03   0.08  -0.06
   79   1     0.00   0.00   0.00     0.02  -0.03  -0.01     0.02   0.05  -0.02
   80   1     0.00   0.00   0.00     0.05  -0.01  -0.01     0.04   0.03   0.01
   81   1     0.00   0.00   0.00     0.04  -0.02   0.00     0.03   0.00   0.04
   82   1     0.00   0.00   0.00     0.04   0.05   0.08     0.12   0.07  -0.05
   83   1     0.00   0.00   0.00     0.03   0.08   0.06     0.15   0.11  -0.12
   84   1     0.00   0.00   0.00     0.01   0.08   0.03     0.13   0.10  -0.14
   85   1     0.00   0.00   0.00     0.01   0.04   0.01     0.07   0.05  -0.09
   86   1     0.00   0.00   0.00     0.05   0.02   0.09     0.07   0.01   0.02
   87   1     0.00   0.00   0.00     0.00   0.01   0.00    -0.09   0.03  -0.18
   88   1     0.00   0.00   0.00    -0.02   0.01  -0.03    -0.12   0.02  -0.18
   89   1     0.00   0.00   0.00    -0.02   0.00  -0.04    -0.10  -0.01  -0.10
   90   1     0.00   0.00   0.00     0.01   0.01   0.02    -0.03   0.02  -0.11
   91   1     0.00   0.00   0.00    -0.02  -0.01  -0.03    -0.05  -0.03  -0.01
   92   1     0.00   0.00   0.00     0.00  -0.01  -0.01     0.00  -0.04   0.06
   93   1     0.00   0.00   0.00     0.04  -0.02   0.08     0.02  -0.03   0.06
   94   1     0.00   0.00   0.00    -0.01   0.00  -0.01    -0.03  -0.03   0.03
   95   1     0.00   0.00   0.00    -0.02   0.04   0.02    -0.15  -0.07   0.03
   96   1     0.00   0.00   0.00    -0.02   0.03   0.02    -0.15  -0.03  -0.02
   97   1     0.00   0.00   0.00    -0.01   0.01   0.01    -0.10  -0.01  -0.03
   98   1     0.00   0.00   0.00     0.00   0.00   0.01    -0.04  -0.06   0.06
   99   1     0.00   0.00   0.00    -0.01   0.02   0.02    -0.10  -0.09   0.07
  100   1     0.03   0.05  -0.01    -0.11   0.02   0.08     0.01   0.00   0.01
  101   6     0.01   0.00  -0.01    -0.11   0.04  -0.05     0.00  -0.01   0.03
  102   6     0.00   0.00   0.00    -0.23   0.02  -0.05     0.02  -0.01   0.03
  103   6     0.00   0.00   0.00    -0.04   0.08  -0.12    -0.01  -0.02   0.04
  104   6     0.00   0.00   0.00    -0.27   0.03  -0.13     0.02  -0.01   0.04
  105   1     0.00   0.00   0.00    -0.29  -0.02   0.00     0.03   0.00   0.03
  106   6     0.00   0.00   0.00    -0.08   0.09  -0.19     0.00  -0.02   0.05
  107   1     0.00   0.00   0.00     0.05   0.09  -0.12    -0.02  -0.02   0.04
  108   6     0.00   0.00   0.00    -0.20   0.07  -0.19     0.01  -0.02   0.05
  109   1     0.00   0.00   0.00    -0.36   0.02  -0.13     0.04  -0.01   0.04
  110   1     0.00   0.00   0.00    -0.03   0.12  -0.24    -0.01  -0.03   0.06
  111   1     0.00   0.00   0.00    -0.23   0.09  -0.25     0.02  -0.02   0.06






Input



Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering
activities (A**4/AMU), depolarization ratios for plane and unpolarized
incident light, reduced masses (AMU), force constants (mDyne/A),
and normal coordinates:
                          1         2         3         4         5
                          A         A         A         A         A
      Frequencies ---   414.5846  414.7007  621.7840  621.7988  692.9056
   Reduced masses ---     2.9565    2.9566    6.0785    6.0783    1.0848
  Force constants ---     0.2994    0.2996    1.3846    1.3846    0.3069
   IR Intensities ---     0.0000    0.0000    0.0000    0.0000   77.5490
Coord Atom Element:
  1     1     6         -0.00001  -0.00001   0.34839  -0.01475   0.00000
  2     1     6          0.00000   0.00001  -0.08839  -0.15606   0.00001
  3     1     6         -0.16066   0.18243   0.00000   0.00001   0.03416
  1     2     6         -0.00001  -0.00001   0.07460   0.15585  -0.00001
  2     2     6          0.00001   0.00001   0.22950  -0.26692   0.00001
  3     2     6          0.23831   0.04798   0.00000   0.00001   0.03419
  1     3     6          0.00002   0.00001   0.01470   0.28103  -0.00002
  2     3     6          0.00000   0.00001   0.20740   0.17762  -0.00001
  3     3     6         -0.07767  -0.23036   0.00000   0.00001   0.03413
  1     4     6          0.00001   0.00001  -0.34839   0.01472   0.00000
  2     4     6          0.00000  -0.00001   0.08837   0.15607  -0.00001
  3     4     6         -0.16071   0.18239   0.00000   0.00002   0.03419
  1     5     6          0.00001   0.00001  -0.07462  -0.15583   0.00001
  2     5     6         -0.00001  -0.00001  -0.22948   0.26694  -0.00001
  3     5     6          0.23832   0.04791   0.00000   0.00001   0.03419
  1     6     6         -0.00002  -0.00001  -0.01468  -0.28102   0.00001
  2     6     6          0.00000  -0.00001  -0.20739  -0.17764   0.00001
  3     6     6         -0.07762  -0.23038   0.00000   0.00001   0.03414
  1     7     1         -0.00003   0.00000   0.33872   0.09093  -0.00004
  2     7     1         -0.00001   0.00000  -0.11793   0.20657  -0.00004
  3     7     1         -0.34620   0.39293  -0.00001  -0.00012  -0.40684
  1     8     1         -0.00001  -0.00001  -0.22791  -0.05388   0.00002
  2     8     1          0.00001   0.00001   0.15487  -0.31739   0.00002
  3     8     1          0.51348   0.10317   0.00001  -0.00013  -0.40676
  1     9     1          0.00001   0.00000  -0.33875  -0.09088   0.00001
  2     9     1          0.00000  -0.00001   0.11787  -0.20661   0.00004
  3     9     1         -0.34597   0.39316   0.00000  -0.00012  -0.40690
  1    10     1          0.00001   0.00000   0.22790   0.05394  -0.00002
  2    10     1          0.00000  -0.00001  -0.15491   0.31738  -0.00003
  3    10     1          0.51345   0.10349   0.00002  -0.00014  -0.40684
  1    11     1         -0.00001  -0.00001  -0.25128  -0.16838  -0.00001
  2    11     1          0.00000  -0.00001   0.04038  -0.29398   0.00002
  3    11     1         -0.16729  -0.49612   0.00001  -0.00012  -0.40673
  1    12     1          0.00003   0.00003   0.25128   0.16843   0.00003
  2    12     1          0.00000   0.00002  -0.04044   0.29396   0.00000
  3    12     1         -0.16700  -0.49624   0.00001  -0.00012  -0.40682
                          6         7         8         9        10
                          A         A         A         A         A
      Frequencies ---   717.6612  863.5295  863.5741  968.3084  968.3950
   Reduced masses ---     3.9090    1.2476    1.2476    1.3563    1.3562
  Force constants ---     1.1862    0.5481    0.5482    0.7492    0.7493
   IR Intensities ---     0.0000    0.0000    0.0000    0.0000    0.0000
Coord Atom Element:
  1     1     6          0.00001   0.00001   0.00002  -0.00002   0.00001
  2     1     6          0.00002  -0.00001   0.00000   0.00000   0.00000
  3     1     6          0.20974  -0.07750   0.03560  -0.08785  -0.05334
  1     2     6          0.00001   0.00001  -0.00001   0.00000   0.00001
  2     2     6         -0.00001   0.00001   0.00002   0.00001  -0.00001
  3     2     6         -0.20972  -0.06948  -0.04946   0.09009  -0.04948
  1     3     6         -0.00002  -0.00001  -0.00001   0.00001  -0.00002
  2     3     6         -0.00001   0.00000  -0.00001   0.00001  -0.00002
  3     3     6          0.20975   0.00793  -0.08488  -0.00225   0.10277
  1     4     6          0.00001   0.00001   0.00002   0.00000  -0.00001
  2     4     6          0.00002  -0.00001   0.00000   0.00000   0.00001
  3     4     6         -0.20972   0.07756  -0.03549  -0.08791  -0.05329
  1     5     6          0.00001   0.00001  -0.00001   0.00000   0.00000
  2     5     6         -0.00001   0.00001   0.00002  -0.00001   0.00002
  3     5     6          0.20973   0.06956   0.04938   0.09015  -0.04938
  1     6     6         -0.00002  -0.00001  -0.00001   0.00000   0.00001
  2     6     6         -0.00001   0.00000  -0.00001  -0.00001   0.00000
  3     6     6         -0.20974  -0.00808   0.08485  -0.00222   0.10276
  1     7     1          0.00002   0.00005   0.00000   0.00002   0.00004
  2     7     1          0.00004   0.00003  -0.00001   0.00002   0.00002
  3     7     1          0.35022   0.51913  -0.23806   0.48553   0.29476
  1     8     1          0.00002  -0.00001  -0.00002   0.00002   0.00001
  2     8     1         -0.00001   0.00001   0.00002   0.00001  -0.00001
  3     8     1         -0.35039   0.46546   0.33084  -0.49793   0.27349
  1     9     1          0.00001   0.00002   0.00001  -0.00001  -0.00002
  2     9     1          0.00003   0.00003  -0.00002  -0.00003   0.00000
  3     9     1         -0.35034  -0.51919   0.23783   0.48586   0.29451
  1    10     1          0.00002  -0.00001  -0.00002   0.00000   0.00002
  2    10     1          0.00000  -0.00002   0.00000  -0.00003   0.00003
  3    10     1          0.35028  -0.46554  -0.33078  -0.49826   0.27294
  1    11     1         -0.00003  -0.00001  -0.00003   0.00001  -0.00001
  2    11     1          0.00000   0.00000   0.00000  -0.00002   0.00001
  3    11     1         -0.35021   0.05378  -0.56833   0.01232  -0.56805
  1    12     1         -0.00004  -0.00002  -0.00007   0.00002   0.00003
  2    12     1         -0.00001   0.00001  -0.00003   0.00000   0.00001
  3    12     1          0.35010  -0.05341   0.56840   0.01243  -0.56807
                         11        12        13        14        15
                          A         A         A         A         A
      Frequencies ---  1010.0853 1019.9550 1020.8700 1068.9869 1069.0807
   Reduced masses ---     1.2199    6.5542    6.0329    1.6985    1.6983
  Force constants ---     0.7333    4.0173    3.7044    1.1436    1.1436
   IR Intensities ---     0.0000    0.0000    0.0000    3.2831    3.2835
Coord Atom Element:
  1     1     6          0.00010   0.27825  -0.26520  -0.03844  -0.10949
  2     1     6         -0.00003  -0.08112   0.07699   0.08558  -0.01283
  3     1     6          0.05671  -0.00006   0.00005   0.00000   0.00000
  1     2     6          0.00000  -0.06891  -0.06523   0.08431   0.01481
  2     2     6          0.00001   0.28185   0.26810  -0.03849   0.11010
  3     2     6         -0.05670   0.00009  -0.00010   0.00001  -0.00002
  1     3     6         -0.00007  -0.20937   0.19925  -0.08442   0.05899
  2     3     6         -0.00007  -0.20050   0.19118  -0.08294  -0.05878
  3     3     6          0.05672  -0.00006   0.00010  -0.00002   0.00000
  1     4     6          0.00001   0.27844   0.26479  -0.03846  -0.10941
  2     4     6          0.00000  -0.08121  -0.07757   0.08572  -0.01264
  3     4     6         -0.05666   0.00006  -0.00005   0.00000   0.00001
  1     5     6         -0.00002  -0.06890   0.06594   0.08444   0.01461
  2     5     6          0.00010   0.28164  -0.26812  -0.03852   0.11003
  3     5     6          0.05668  -0.00007   0.00000   0.00000   0.00001
  1     6     6         -0.00001  -0.20954  -0.19956  -0.08459   0.05906
  2     6     6         -0.00001  -0.20062  -0.19058  -0.08275  -0.05872
  3     6     6         -0.05675   0.00004   0.00000   0.00001   0.00000
  1     7     1          0.00006   0.27568  -0.28896   0.06791  -0.18311
  2     7     1         -0.00007  -0.08046   0.08396   0.46617  -0.23872
  3     7     1         -0.40432   0.00041  -0.00032  -0.00007   0.00002
  1     8     1         -0.00003  -0.06824  -0.07111   0.47668   0.23067
  2     8     1          0.00001   0.27930   0.29216   0.05319   0.17073
  3     8     1          0.40426  -0.00064   0.00042   0.00003   0.00001
  1     9     1         -0.00001   0.27591   0.28856   0.06789  -0.18286
  2     9     1         -0.00005  -0.08046  -0.08454   0.46660  -0.23812
  3     9     1          0.40405  -0.00041   0.00033   0.00004  -0.00005
  1    10     1         -0.00005  -0.06814   0.07187   0.47709   0.23004
  2    10     1          0.00008   0.27909  -0.29216   0.05316   0.17051
  3    10     1         -0.40411   0.00058  -0.00023  -0.00005   0.00002
  1    11     1          0.00002  -0.20747  -0.21739  -0.08568   0.37788
  2    11     1         -0.00001  -0.19899  -0.20776  -0.09414  -0.39153
  3    11     1          0.40457  -0.00016   0.00025   0.00006  -0.00003
  1    12     1         -0.00003  -0.20735   0.21715  -0.08516   0.37775
  2    12     1         -0.00006  -0.19878   0.20828  -0.09470  -0.39166
  3    12     1         -0.40442   0.00025  -0.00041  -0.00001   0.00003
                         16        17        18        19        20
                          A         A         A         A         A
      Frequencies ---  1185.2158 1207.5117 1207.5338 1357.0709 1386.6870
   Reduced masses ---     1.0788    1.1369    1.1368    6.7303    1.2476
  Force constants ---     0.8928    0.9767    0.9767    7.3028    1.4135
   IR Intensities ---     0.0000    0.0000    0.0000    0.0000    0.0000
Coord Atom Element:
  1     1     6          0.00909   0.01637  -0.00671  -0.08219  -0.01687
  2     1     6          0.03150   0.05868  -0.01257  -0.28290  -0.05788
  3     1     6          0.00000   0.00000   0.00000   0.00003   0.00000
  1     2     6         -0.03187  -0.04183  -0.04399   0.28618  -0.05860
  2     2     6         -0.00771  -0.00794  -0.01283   0.06973  -0.01433
  3     2     6          0.00000   0.00000   0.00000   0.00001   0.00000
  1     3     6          0.02275  -0.01480   0.04069  -0.20387  -0.04168
  2     3     6         -0.02365   0.01127  -0.04372   0.21256   0.04354
  3     3     6          0.00000   0.00000   0.00000  -0.00001   0.00000
  1     4     6          0.00923  -0.01645   0.00673  -0.08274   0.01688
  2     4     6          0.03147  -0.05864   0.01254  -0.28273   0.05790
  3     4     6          0.00000   0.00000   0.00000  -0.00002   0.00000
  1     5     6         -0.03184   0.04181   0.04395   0.28606   0.05859
  2     5     6         -0.00785   0.00800   0.01289   0.07029   0.01432
  3     5     6          0.00000   0.00000   0.00000  -0.00001   0.00000
  1     6     6          0.02264   0.01480  -0.04062  -0.20345   0.04168
  2     6     6         -0.02375  -0.01132   0.04378   0.21295  -0.04355
  3     6     6          0.00000   0.00000   0.00000   0.00001   0.00000
  1     7     1          0.11378   0.15598  -0.03860   0.07962   0.11306
  2     7     1          0.39053   0.53728  -0.12250   0.27173   0.38759
  3     7     1         -0.00002  -0.00004   0.00001  -0.00007  -0.00002
  1     8     1         -0.39524  -0.37963  -0.40838  -0.27432   0.39217
  2     8     1         -0.09662  -0.09072  -0.10188  -0.06750   0.09599
  3     8     1          0.00000  -0.00001  -0.00001  -0.00004   0.00001
  1     9     1          0.11392  -0.15599   0.03837   0.07877  -0.11296
  2     9     1          0.39067  -0.53735   0.12168   0.27177  -0.38765
  3     9     1          0.00001  -0.00003   0.00000   0.00009  -0.00002
  1    10     1         -0.39532   0.38012   0.40784  -0.27451  -0.39219
  2    10     1         -0.09673   0.09084   0.10175  -0.06670  -0.09589
  3    10     1          0.00001  -0.00001  -0.00002   0.00004   0.00001
  1    11     1          0.28137   0.11910  -0.37857   0.19558  -0.27927
  2    11     1         -0.29402  -0.12049   0.39672  -0.20376   0.29168
  3    11     1          0.00000   0.00000   0.00002  -0.00004   0.00001
  1    12     1          0.28149  -0.11847   0.37873   0.19499   0.27917
  2    12     1         -0.29402   0.11982  -0.39689  -0.20435  -0.29176
  3    12     1          0.00001  -0.00001   0.00002   0.00004   0.00001
                         21        22        23        24        25
                          A         A         A         A         A
      Frequencies ---  1531.3078 1531.3882 1656.3212 1656.4203 3177.3631
   Reduced masses ---     2.0189    2.0192    5.3341    5.3352    1.0834
  Force constants ---     2.7892    2.7899    8.6219    8.6247    6.4444
   IR Intensities ---     6.5348    6.5360    0.0000    0.0000    0.0005
Coord Atom Element:
  1     1     6         -0.01607   0.09761   0.05222   0.16207  -0.03259
  2     1     6          0.13203   0.05862   0.31712   0.04047   0.00951
  3     1     6         -0.00001   0.00000  -0.00002  -0.00001   0.00000
  1     2     6          0.13908  -0.04281  -0.04902  -0.31890   0.00811
  2     2     6         -0.00759  -0.09712  -0.16031  -0.03753  -0.03311
  3     2     6          0.00001   0.00001   0.00001  -0.00001   0.00000
  1     3     6         -0.05950  -0.10703  -0.08445   0.23828   0.02433
  2     3     6         -0.07251   0.10208   0.24094  -0.09621   0.02330
  3     3     6         -0.00001   0.00000   0.00000   0.00002   0.00000
  1     4     6         -0.01624   0.09728  -0.05278  -0.16250  -0.03231
  2     4     6          0.13246   0.05815  -0.31671  -0.04130   0.00943
  3     4     6          0.00001   0.00000  -0.00002  -0.00001   0.00000
  1     5     6          0.13943  -0.04227   0.04987   0.31851   0.00805
  2     5     6         -0.00782  -0.09684   0.16071   0.03811  -0.03294
  3     5     6         -0.00001  -0.00001   0.00000  -0.00001   0.00000
  1     6     6         -0.05993  -0.10731   0.08458  -0.23747   0.02445
  2     6     6         -0.07203   0.10188  -0.24175   0.09605   0.02341
  3     6     6          0.00001   0.00000   0.00000   0.00001   0.00000
  1     7     1         -0.18587   0.00557  -0.15452   0.12468   0.39158
  2     7     1         -0.40892  -0.31762  -0.37568  -0.14691  -0.11422
  3     7     1          0.00003   0.00002   0.00003   0.00001  -0.00002
  1     8     1         -0.45886   0.25216   0.14303   0.38131  -0.09735
  2     8     1         -0.16311  -0.04398  -0.13033   0.13855   0.39776
  3     8     1         -0.00002   0.00001   0.00002   0.00001   0.00000
  1     9     1         -0.18623   0.00579   0.15337  -0.12434   0.38840
  2     9     1         -0.40957  -0.31650   0.37542   0.14905  -0.11319
  3     9     1         -0.00003  -0.00002   0.00004   0.00000   0.00000
  1    10     1         -0.45935   0.25096  -0.14518  -0.38098  -0.09675
  2    10     1         -0.16341  -0.04418   0.13010  -0.13741   0.39575
  3    10     1          0.00001  -0.00001   0.00003   0.00001  -0.00001
  1    11     1         -0.10909   0.36505  -0.28980   0.11956  -0.29383
  2    11     1         -0.05029  -0.39372   0.13162  -0.29428  -0.28131
  3    11     1          0.00001  -0.00002   0.00004   0.00001   0.00000
  1    12     1         -0.11003   0.36511   0.28815  -0.12010  -0.29252
  2    12     1         -0.04933  -0.39349  -0.13098   0.29593  -0.27994
  3    12     1         -0.00001   0.00002   0.00003   0.00000  -0.00004
                         26        27        28        29        30
                          A         A         A         A         A
      Frequencies ---  3186.9439 3187.0480 3202.7109 3202.8154 3213.4099
   Reduced masses ---     1.0875    1.0875    1.0949    1.0949    1.0991
  Force constants ---     6.5076    6.5081    6.6170    6.6174    6.6870
   IR Intensities ---     0.0001    0.0001   51.8763   51.8490    0.0004
Coord Atom Element:
  1     1     6         -0.02577   0.03937  -0.02873   0.04011  -0.03563
  2     1     6          0.00917  -0.01037   0.00548  -0.01369   0.01040
  3     1     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     2     6          0.01180  -0.00099  -0.01188  -0.00418  -0.00881
  2     2     6         -0.04765  -0.00395   0.04962   0.00290   0.03593
  3     2     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     3     6          0.01421   0.03249   0.01828   0.03238   0.02699
  2     3     6          0.01597   0.02993   0.01327   0.03300   0.02584
  3     3     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     4     6          0.02588  -0.03946  -0.02868   0.03999   0.03590
  2     4     6         -0.00918   0.01039   0.00545  -0.01364  -0.01046
  3     4     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     5     6         -0.01178   0.00107  -0.01186  -0.00424   0.00881
  2     5     6          0.04766   0.00363   0.04963   0.00315  -0.03610
  3     5     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     6     6         -0.01440  -0.03242   0.01805   0.03246  -0.02688
  2     6     6         -0.01616  -0.02987   0.01306   0.03310  -0.02573
  3     6     6          0.00000   0.00000   0.00000   0.00000   0.00000
  1     7     1          0.30653  -0.45793   0.31459  -0.45498   0.38939
  2     7     1         -0.09136   0.13223  -0.08770   0.13547  -0.11357
  3     7     1         -0.00002   0.00003  -0.00002   0.00003  -0.00002
  1     8     1         -0.13680  -0.00783   0.13565   0.01473   0.09606
  2     8     1          0.55833   0.04149  -0.55580  -0.04040  -0.39250
  3     8     1         -0.00001   0.00000   0.00001   0.00000   0.00000
  1     9     1         -0.30786   0.45902   0.31408  -0.45371  -0.39231
  2     9     1          0.09166  -0.13244  -0.08747   0.13499   0.11433
  3     9     1          0.00000   0.00000   0.00000   0.00000   0.00000
  1    10     1          0.13670   0.00691   0.13555   0.01541  -0.09641
  2    10     1         -0.55848  -0.03775  -0.55595  -0.04323   0.39435
  3    10     1          0.00002   0.00000   0.00002   0.00000  -0.00001
  1    11     1          0.18114   0.37354  -0.18176  -0.37395   0.29371
  2    11     1          0.17623   0.35623  -0.16812  -0.36082   0.28117
  3    11     1          0.00000  -0.00001   0.00000   0.00001   0.00000
  1    12     1         -0.17902  -0.37446  -0.18433  -0.37308  -0.29505
  2    12     1         -0.17413  -0.35696  -0.17050  -0.35983  -0.28236
  3    12     1         -0.00002  -0.00005  -0.00002  -0.00004  -0.00004
Harmonic frequencies (cm**-1), IR intensities (KM/Mole), Raman scattering






Output text



<comment class="example.output" id="l716.freq.chunk">
    <module cmlx:lineCount="41" cmlx:templateRef="l716.freq.chunkx" id="default">
        <array dataType="xsd:integer" size="9" dictRef="x:serial">1 2 3 4 5 6 7 8 9</array>
        <array delimiter="|" dataType="xsd:string" size="9" dictRef="cc:irrep">|T2|T2|T2|E|E|A1|T2|T2|T2|</array>
        <array dataType="xsd:double" size="9" dictRef="cc:frequency">1373.4987 1373.4987 1373.4987 1593.9619 1593.9619 3053.5976 3163.9228 3163.9228 3163.9228</array>
        <array dataType="xsd:double" size="9" dictRef="cc:redmass">1.1787 1.1787 1.1787 1.0078 1.0078 1.0078 1.1019 1.1019 1.1019</array>
        <array dataType="xsd:double" size="9" dictRef="cc:forceconst">1.3101 1.3101 1.3101 1.5087 1.5087 5.5368 6.4991 6.4991 6.4991</array>
        <array dataType="xsd:double" size="9" dictRef="cc:irintensity">15.4253 15.4253 15.4253 0.0 0.0 0.0 26.421 26.421 26.421</array>
        <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="5">6 1 1 1 1</array>
        <array dataType="xsd:double" size="135" dictRef="cc:displacement">0.0 0.0 0.12 0.23 0.23 -0.36 -0.24 -0.24 -0.39 0.21 -0.25 -0.37 -0.25 0.21 -0.37 0.03 0.12 0.0 0.11 -0.3 0.3 0.13 -0.28 -0.27 -0.34 -0.41 -0.14 -0.32 -0.43 0.17 0.12 -0.03 0.0 -0.43 0.32 0.17 -0.42 0.33 -0.15 -0.3 -0.11 0.3 -0.29 -0.13 -0.28 0.0 0.0 0.0 0.4 -0.28 -0.12 -0.4 0.28 -0.12 -0.4 -0.28 0.12 0.4 0.28 0.12 0.0 0.0 0.0 -0.09 -0.3 0.39 0.09 0.3 0.39 0.09 -0.3 -0.39 -0.09 0.3 -0.39 0.0 0.0 0.0 -0.29 -0.29 -0.29 0.29 0.29 -0.29 0.29 -0.29 0.29 -0.29 0.29 0.29 0.09 0.0 0.0 -0.28 -0.3 -0.3 -0.28 -0.3 0.3 -0.27 0.29 -0.29 -0.27 0.29 0.29 0.0 0.09 0.0 -0.28 -0.26 -0.28 -0.29 -0.28 0.29 0.31 -0.29 0.31 0.29 -0.27 -0.29 0.0 0.0 0.09 -0.3 -0.3 -0.28 0.29 0.29 -0.27 -0.29 0.29 -0.27 0.3 -0.3 -0.28</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l716.freq.chunk1">
    <module cmlx:lineCount="291" cmlx:templateRef="l716.freq.chunkx" id="default">
          <array dataType="xsd:integer" size="39" dictRef="x:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39</array>
          <array delimiter="|" dataType="xsd:string" size="39" dictRef="cc:irrep">|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|</array>
          <array dataType="xsd:double" size="39" dictRef="cc:frequency">65.4138 83.8067 151.0061 242.5563 317.4264 382.6507 398.6217 430.7696 485.1838 533.6773 621.3235 700.3978 793.0959 808.5986 829.8184 905.1695 976.1181 984.8132 1002.0253 1020.3744 1037.9059 1122.0177 1184.8243 1203.7377 1346.3589 1362.9356 1372.7724 1515.7951 1517.6652 1566.3435 1643.4248 1663.8373 3167.6179 3168.0223 3197.8237 3199.3644 3230.6558 3599.3919 3712.7129</array>
          <array dataType="xsd:double" size="39" dictRef="cc:redmass">7.6558 4.6852 9.6896 3.8868 1.3053 2.434 2.1756 1.2232 2.7592 5.913 6.4415 2.5395 1.613 1.2665 4.8572 1.3116 1.35 1.5125 3.3999 2.1578 1.5462 1.3509 1.0705 1.1275 2.7644 1.828 2.4049 2.3148 2.6095 5.1766 3.1606 1.4312 1.0892 1.0891 1.0925 1.0935 1.0936 1.046 1.1037</array>
          <array dataType="xsd:double" size="39" dictRef="cc:forceconst">0.0193 0.0194 0.1302 0.1347 0.0775 0.21 0.2037 0.1337 0.3827 0.9922 1.4651 0.734 0.5978 0.4879 1.9706 0.6331 0.7578 0.8643 2.0113 1.3236 0.9814 1.002 0.8854 0.9625 2.9523 2.0006 2.6702 3.1336 3.5412 7.4829 5.0295 2.3344 6.4391 6.4401 6.5823 6.5949 6.7251 7.9841 8.9633</array>
          <array dataType="xsd:double" size="39" dictRef="cc:irintensity">6.4356 1.1086 1.4766 8.5546 376.3497 2.3573 1.0597 3.058 6.0672 14.7611 0.3266 16.8325 58.208 0.7588 4.5978 1.3263 0.097 14.9225 3.4776 1.1323 0.4051 4.6864 2.1182 54.1103 97.2405 0.0291 1.1861 126.2126 2.0999 6.4883 164.3738 347.7203 5.8592 14.6297 1.4311 6.3927 6.8481 153.6753 39.7117</array>
          <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="15">6 6 6 6 6 6 1 7 1 1 1 1 17 1 1</array>
          <array dataType="xsd:double" size="1755" dictRef="cc:displacement">0.1 0.0 -0.06 0.16 0.0 0.04 0.1 0.0 -0.06 0.04 0.0 -0.17 0.04 0.0 -0.18 0.04 0.0 -0.17 0.12 0.0 -0.02 0.26 0.0 0.25 0.12 0.0 -0.02 0.02 0.0 -0.22 0.04 0.0 -0.17 0.02 0.0 -0.22 -0.3 0.0 0.1 0.35 0.0 0.34 0.35 0.0 0.34 -0.15 0.05 -0.15 0.0 0.01 0.0 0.15 0.05 0.15 0.14 0.13 0.14 0.0 0.17 0.0 -0.14 0.13 -0.14 -0.28 0.02 -0.28 0.0 -0.06 0.0 0.28 0.02 0.28 0.26 0.16 0.26 0.0 0.21 0.0 -0.26 0.16 -0.26 0.0 -0.17 0.0 0.11 -0.06 0.11 -0.11 -0.06 -0.11 0.15 0.0 0.18 0.09 0.0 0.06 0.15 0.0 0.18 0.15 -0.01 0.2 0.15 0.0 0.18 0.15 0.01 0.2 0.14 0.0 0.17 -0.06 0.0 -0.23 0.14 0.0 0.17 0.17 -0.01 0.22 0.03 0.0 0.0 0.17 0.01 0.23 -0.28 0.0 -0.25 -0.15 0.0 -0.32 -0.15 0.0 -0.32 -0.1 0.0 -0.18 -0.06 0.0 -0.11 -0.1 0.0 -0.18 0.03 0.0 0.07 0.15 0.0 0.3 0.03 0.0 0.07 -0.17 0.0 -0.31 0.06 0.0 0.14 -0.17 0.0 -0.31 0.05 0.0 0.11 0.18 0.0 0.34 0.05 0.0 0.11 -0.02 0.0 -0.06 0.24 0.01 0.33 0.24 -0.01 0.33 -0.01 0.01 -0.02 -0.01 0.0 -0.01 -0.01 -0.01 -0.02 -0.01 0.0 0.0 0.01 0.0 0.03 -0.01 0.0 0.0 -0.01 0.01 -0.02 0.1 0.0 0.11 -0.01 -0.01 -0.02 -0.01 0.0 -0.01 0.01 0.0 0.03 -0.01 0.0 -0.01 0.0 0.0 0.0 -0.44 -0.05 -0.54 -0.44 0.05 -0.54 0.05 0.13 0.01 0.0 0.15 0.0 -0.05 0.13 -0.01 -0.04 -0.02 0.07 0.0 -0.06 0.0 0.04 -0.02 -0.07 0.15 0.18 -0.01 0.0 -0.21 0.0 -0.15 0.18 0.01 -0.09 -0.07 0.17 0.0 -0.13 0.0 0.09 -0.07 -0.17 0.0 0.0 0.0 0.2 -0.44 -0.32 -0.2 -0.44 0.32 -0.06 0.04 -0.13 0.0 0.04 0.0 0.06 0.04 0.13 -0.09 -0.01 -0.13 0.0 -0.03 0.0 0.09 -0.01 0.13 -0.07 0.06 -0.23 0.0 -0.07 0.0 0.07 0.06 0.23 -0.21 -0.02 -0.32 0.0 -0.01 0.0 0.21 -0.02 0.32 0.0 0.0 0.0 0.3 -0.03 0.38 -0.3 -0.03 -0.38 0.03 0.01 0.07 0.0 0.01 0.0 -0.03 0.01 -0.07 0.02 0.0 0.05 0.0 0.0 0.0 -0.02 0.0 -0.05 0.11 0.01 0.2 0.0 -0.03 0.0 -0.11 0.01 -0.2 0.03 0.0 0.09 0.0 -0.02 0.0 -0.03 0.0 -0.09 0.0 0.0 0.0 0.31 0.1 0.57 -0.31 0.1 -0.57 0.01 -0.01 0.02 0.1 0.0 0.24 0.01 0.01 0.02 -0.06 0.01 -0.12 0.13 0.0 0.17 -0.06 -0.01 -0.12 -0.13 -0.01 -0.3 -0.07 0.0 -0.06 -0.13 0.01 -0.3 -0.25 0.0 -0.48 0.1 0.0 0.13 -0.25 0.0 -0.48 0.01 0.0 0.0 -0.08 0.01 -0.03 -0.08 -0.01 -0.03 0.04 -0.16 -0.03 -0.25 0.0 0.06 0.04 0.16 -0.03 0.11 0.15 -0.03 0.28 0.0 -0.18 0.11 -0.15 -0.03 0.28 -0.03 -0.05 -0.29 0.0 0.19 0.28 0.03 -0.05 -0.01 0.04 0.14 0.3 0.0 -0.17 -0.01 -0.04 0.14 -0.01 0.0 0.0 -0.34 -0.01 0.12 -0.34 0.01 0.12 -0.22 0.18 0.12 0.0 0.14 0.0 0.22 0.18 -0.12 0.24 -0.24 -0.12 0.0 -0.14 0.0 -0.24 -0.24 0.12 -0.11 0.25 0.05 0.0 0.08 0.0 0.11 0.25 -0.05 0.15 -0.31 -0.04 0.0 0.29 0.0 -0.15 -0.31 0.04 0.0 0.0 0.0 -0.03 0.11 0.02 0.03 0.11 -0.02 -0.04 -0.01 -0.09 0.09 0.0 0.18 -0.04 0.01 -0.09 0.08 0.0 0.14 -0.08 0.0 -0.15 0.08 0.0 0.14 -0.26 -0.01 -0.53 -0.01 0.0 -0.01 -0.26 0.01 -0.53 0.01 0.01 0.0 -0.2 0.0 -0.34 0.01 -0.01 0.0 0.0 0.0 0.0 -0.04 0.01 -0.03 -0.04 -0.01 -0.03 -0.04 0.01 -0.08 0.08 0.0 0.16 -0.04 -0.01 -0.08 -0.01 -0.02 -0.04 -0.03 0.0 -0.02 -0.01 0.02 -0.04 0.13 0.01 0.25 -0.03 0.0 -0.02 0.13 -0.01 0.25 0.23 -0.01 0.4 0.32 0.0 0.5 0.23 0.01 0.4 0.0 0.0 -0.01 -0.05 0.01 -0.02 -0.05 -0.01 -0.02 0.04 0.0 0.08 0.0 0.0 0.0 -0.04 0.0 -0.08 -0.03 0.0 -0.06 0.0 0.0 0.0 0.03 0.0 0.06 -0.25 0.0 -0.5 0.0 -0.01 0.0 0.25 0.0 0.5 0.18 0.0 0.36 0.0 0.03 0.0 -0.18 0.0 -0.36 0.0 0.0 0.0 0.03 0.02 0.08 -0.03 0.02 -0.08 -0.08 -0.19 0.02 0.07 0.0 0.01 -0.08 0.19 0.02 -0.14 0.23 0.07 0.11 0.0 -0.06 -0.14 -0.23 0.07 -0.02 -0.19 0.09 0.23 0.0 -0.14 -0.02 0.19 0.09 -0.33 0.09 0.26 0.13 0.0 -0.01 -0.33 -0.09 0.26 0.0 0.0 0.0 0.27 -0.01 -0.13 0.27 0.01 -0.13 0.04 -0.02 0.07 -0.03 0.0 -0.05 0.04 0.02 0.07 0.0 0.01 -0.01 -0.06 0.0 -0.06 0.0 -0.01 -0.01 -0.2 -0.02 -0.4 0.01 0.0 0.01 -0.2 0.02 -0.4 0.05 0.01 0.08 0.4 0.0 0.63 0.05 -0.01 0.08 0.0 0.0 -0.01 0.01 0.0 0.0 0.01 0.0 0.0 0.03 0.01 0.07 0.0 -0.01 0.0 -0.03 0.01 -0.07 0.04 0.0 0.09 0.0 -0.01 0.0 -0.04 0.0 -0.09 -0.19 0.0 -0.35 0.0 -0.01 0.0 0.19 0.0 0.35 -0.26 0.0 -0.5 0.0 -0.04 0.0 0.26 0.0 0.5 0.0 0.0 0.0 -0.02 0.01 0.02 0.02 0.01 -0.02 -0.02 0.05 0.06 0.0 0.0 0.0 -0.02 -0.05 0.06 -0.05 -0.03 -0.07 0.13 0.0 -0.01 -0.05 0.03 -0.07 -0.21 0.03 -0.22 0.01 0.0 0.0 -0.21 -0.03 -0.22 0.15 -0.08 0.5 -0.15 0.0 -0.43 0.15 0.08 0.5 0.0 0.0 0.01 0.01 0.0 0.0 0.01 0.0 0.0 -0.11 0.23 0.03 0.0 0.0 0.0 -0.11 -0.23 0.03 0.0 0.04 0.07 0.2 0.0 -0.18 0.0 -0.04 0.07 0.01 0.27 0.14 0.02 0.0 -0.02 0.01 -0.27 0.14 -0.22 0.01 -0.29 0.52 0.0 0.26 -0.22 -0.01 -0.29 0.0 0.0 0.0 0.03 0.01 0.01 0.03 -0.01 0.01 0.03 0.1 -0.01 0.0 0.0 0.01 0.03 -0.1 -0.01 -0.02 0.18 -0.02 -0.09 0.0 0.07 -0.02 -0.18 -0.02 0.26 0.27 -0.2 -0.01 0.0 0.0 0.26 -0.27 -0.2 0.33 0.37 0.01 -0.21 0.0 -0.08 0.33 -0.37 0.01 0.0 0.0 0.0 -0.01 0.0 0.01 -0.01 0.0 0.01 0.03 -0.09 -0.01 0.0 0.09 0.0 -0.03 -0.09 0.01 0.03 -0.05 -0.01 0.0 0.07 0.0 -0.03 -0.05 0.01 0.07 -0.06 -0.07 0.0 0.1 0.0 -0.07 -0.06 0.07 0.14 0.04 -0.11 0.0 0.28 0.0 -0.14 0.04 0.11 0.0 0.0 0.0 0.55 -0.22 -0.2 -0.55 -0.22 0.2 0.06 0.0 -0.03 0.0 0.0 0.0 -0.06 0.0 0.03 0.02 -0.05 0.0 0.0 0.1 0.0 -0.02 -0.05 0.0 0.37 0.19 -0.18 0.0 -0.06 0.0 -0.37 0.19 0.18 0.06 -0.03 -0.05 0.0 0.59 0.0 -0.06 -0.03 0.05 0.0 0.0 0.0 -0.27 0.1 0.1 0.27 0.1 -0.1 -0.01 0.0 0.01 0.0 -0.01 0.0 0.01 0.0 -0.01 -0.03 -0.01 0.02 0.0 0.04 0.0 0.03 -0.01 -0.02 -0.23 -0.14 0.12 0.0 0.01 0.0 0.23 -0.14 -0.12 -0.4 -0.25 0.19 0.0 0.55 0.0 0.4 -0.25 -0.19 0.0 0.0 0.0 0.03 -0.01 -0.01 -0.03 -0.01 0.01 0.04 0.01 -0.02 -0.02 0.0 0.01 0.04 -0.01 -0.02 -0.03 -0.03 0.02 -0.02 0.0 0.01 -0.03 0.03 0.02 0.41 0.25 -0.22 0.01 0.0 -0.01 0.41 -0.25 -0.22 -0.36 -0.24 0.18 -0.01 0.0 0.03 -0.36 0.24 0.18 0.0 0.0 0.0 0.03 -0.01 -0.01 0.03 0.01 -0.01 0.08 0.05 -0.04 0.26 0.0 -0.15 0.08 -0.05 -0.04 -0.04 0.08 0.02 -0.02 0.0 0.01 -0.04 -0.08 0.02 -0.26 -0.18 0.13 -0.14 0.0 0.08 -0.26 0.18 0.13 -0.37 -0.12 0.19 -0.02 0.0 0.02 -0.37 0.12 0.19 0.0 0.0 0.0 -0.29 0.08 0.15 -0.29 -0.08 0.15 -0.01 -0.02 0.0 0.0 0.2 0.0 0.01 -0.02 0.0 -0.08 -0.07 0.04 0.0 0.04 0.0 0.08 -0.07 -0.04 -0.35 -0.24 0.18 0.0 -0.06 0.0 0.35 -0.24 -0.18 0.32 0.19 -0.17 0.0 0.14 0.0 -0.32 0.19 0.17 0.0 0.0 0.0 -0.25 0.09 0.09 0.25 0.09 -0.09 -0.13 -0.09 0.07 0.0 0.1 0.0 0.13 -0.09 -0.07 -0.06 -0.04 0.02 0.0 0.21 0.0 0.06 -0.04 -0.02 0.27 0.18 -0.15 0.0 -0.01 0.0 -0.27 0.18 0.15 -0.26 -0.17 0.12 0.0 -0.62 0.0 0.26 -0.17 -0.12 0.0 0.0 0.0 -0.06 0.03 0.02 0.06 0.03 -0.02 -0.04 -0.09 0.02 0.17 0.0 -0.1 -0.04 0.09 0.02 -0.11 -0.09 0.06 0.08 0.0 -0.05 -0.11 0.09 0.06 0.36 0.16 -0.19 -0.05 0.0 0.03 0.36 -0.16 -0.19 0.37 0.22 -0.19 0.11 0.0 -0.04 0.37 -0.22 -0.19 0.0 0.0 0.0 -0.14 0.06 0.08 -0.15 -0.06 0.08 0.15 0.0 -0.08 0.0 0.09 0.0 -0.15 0.01 0.08 0.15 -0.03 -0.08 0.0 0.14 0.0 -0.15 -0.03 0.08 -0.21 -0.25 0.11 0.0 -0.04 0.0 0.21 -0.25 -0.11 -0.16 -0.26 0.08 0.0 -0.62 0.0 0.16 -0.26 -0.08 0.0 0.0 0.0 -0.12 0.03 0.05 0.12 0.03 -0.05 -0.03 -0.19 0.02 0.0 0.34 0.0 0.03 -0.19 -0.02 0.11 0.19 -0.05 0.0 -0.28 0.0 -0.11 0.19 0.05 0.23 -0.04 -0.12 0.0 -0.07 0.0 -0.23 -0.04 0.12 -0.29 -0.06 0.15 0.0 0.35 0.0 0.29 -0.06 -0.15 0.0 0.0 0.0 -0.23 0.08 0.08 0.23 0.08 -0.08 0.19 0.05 -0.1 -0.1 0.0 0.06 0.19 -0.05 -0.1 -0.17 -0.04 0.09 0.07 0.0 -0.05 -0.17 0.04 0.09 -0.18 -0.2 0.09 -0.05 0.0 0.03 -0.18 0.2 0.09 0.13 0.18 -0.07 0.1 0.0 -0.01 0.13 -0.18 -0.07 0.0 0.0 0.0 0.34 -0.29 -0.25 0.34 0.29 -0.25 0.06 0.01 -0.03 -0.09 0.0 0.04 0.06 -0.01 -0.03 -0.04 -0.01 0.02 0.02 0.0 -0.01 -0.04 0.01 0.02 -0.05 -0.06 0.02 0.1 0.0 -0.06 -0.05 0.06 0.02 0.04 0.04 -0.02 0.02 0.0 0.0 0.04 -0.04 -0.02 0.0 0.0 0.0 -0.43 0.4 0.35 -0.43 -0.4 0.35 0.03 -0.05 -0.01 0.0 0.0 0.0 -0.03 -0.05 0.01 0.0 0.01 0.0 0.0 0.0 0.0 0.0 0.01 0.0 -0.31 0.59 0.15 0.0 0.0 0.0 0.31 0.59 -0.15 0.07 -0.14 -0.04 0.0 0.0 0.0 -0.07 -0.14 0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.03 -0.05 -0.01 0.0 0.0 0.0 0.03 0.05 -0.01 0.01 -0.01 0.0 0.0 0.0 0.0 0.01 0.01 0.0 -0.3 0.59 0.15 0.0 0.0 0.0 -0.3 -0.58 0.15 -0.09 0.17 0.04 0.03 0.0 -0.02 -0.09 -0.17 0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.01 0.02 0.0 0.0 0.0 0.0 -0.01 -0.02 0.0 0.03 -0.05 -0.01 -0.02 0.0 0.01 0.03 0.05 -0.01 0.09 -0.17 -0.05 0.0 0.0 0.0 0.09 0.17 -0.05 -0.29 0.56 0.15 0.22 0.0 -0.15 -0.29 -0.56 0.15 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.01 -0.01 0.0 0.0 0.0 0.0 -0.01 -0.01 0.0 0.03 -0.05 -0.01 0.0 0.0 0.0 -0.03 -0.05 0.01 -0.07 0.14 0.04 0.0 0.0 0.0 0.07 0.14 -0.04 -0.31 0.59 0.16 0.0 -0.01 0.0 0.31 0.59 -0.16 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.01 0.02 0.0 -0.07 0.0 0.05 -0.01 -0.02 0.0 -0.01 0.02 0.01 0.0 0.0 0.0 -0.01 -0.02 0.01 0.08 -0.16 -0.04 0.8 0.0 -0.54 0.08 0.16 -0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.04 0.0 0.04 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.25 0.61 -0.26 0.25 -0.61 -0.26 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.09 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 -0.26 -0.6 0.27 0.26 -0.6 -0.27</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l716.freq.chunk2">
     <module cmlx:lineCount="125" cmlx:templateRef="l716.freq.chunkx" id="default">
         <array dataType="xsd:integer" size="3" dictRef="x:serial">1 2 3</array>
         <array dataType="xsd:string" size="3" dictRef="cc:irrep">A A A</array>
         <array dataType="xsd:double" size="3" dictRef="cc:frequency">-602.4882 -5.1426 13.1952</array>
         <array dataType="xsd:double" size="3" dictRef="cc:redmass">1.211 5.8108 6.4175</array>
         <array dataType="xsd:double" size="3" dictRef="cc:forceconst">0.259 1.0E-4 7.0E-4</array>
         <array dataType="xsd:double" size="3" dictRef="cc:modelsys">99.963 80.1145 10.7518</array>
         <array dataType="xsd:double" size="3" dictRef="cc:realsys">0.037 19.8855 89.2482</array>
         <array dataType="xsd:double" size="3" dictRef="cc:irintensity">28.4083 0.0195 0.044</array>
         <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="111">45 1 6 8 15 15 8 8 8 6 6 1 1 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6 6 6 6 1 6 1 6 1 1 1</array>
         <array dataType="xsd:double" size="999" dictRef="cc:displacement">-0.01 0.0 0.02 0.21 0.61 0.7 0.02 -0.01 -0.04 -0.01 0.0 0.0 0.0 0.0 -0.01 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.01 0.0 -0.02 -0.04 -0.02 -0.01 -0.02 -0.1 0.08 0.13 0.1 0.07 0.18 0.12 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.01 -0.01 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.03 0.05 -0.01 0.01 0.0 -0.01 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.02 -0.01 0.03 0.03 -0.01 0.04 0.02 0.01 0.03 0.01 0.01 0.03 0.02 -0.02 0.02 0.0 -0.01 0.01 0.03 -0.03 0.03 0.01 -0.01 0.02 0.03 -0.02 0.01 -0.07 0.02 0.03 0.01 -0.01 0.04 0.05 -0.01 0.0 0.03 -0.03 0.1 0.01 -0.01 0.0 0.0 -0.01 0.0 0.0 0.0 0.01 0.03 -0.02 0.0 0.01 0.0 0.01 0.03 -0.01 0.04 -0.01 0.01 0.01 0.02 -0.02 -0.01 0.03 -0.03 0.0 0.02 -0.02 -0.01 -0.02 0.03 0.02 0.03 -0.03 -0.02 0.03 -0.03 -0.01 0.0 0.0 0.0 0.01 0.0 0.01 0.01 -0.01 -0.02 -0.01 0.01 0.01 0.01 -0.02 0.01 0.03 -0.03 -0.02 0.02 -0.03 -0.01 0.0 -0.01 -0.02 0.04 -0.02 0.0 0.0 0.01 0.01 0.0 0.0 -0.01 0.03 0.03 0.06 0.04 -0.02 -0.01 0.04 0.01 0.07 0.0 0.0 -0.01 -0.01 0.0 -0.01 0.02 -0.02 -0.03 -0.01 -0.01 -0.02 -0.01 0.02 0.02 0.02 0.03 0.04 0.01 0.04 0.03 -0.01 0.02 0.02 0.0 -0.01 0.0 0.01 -0.01 -0.01 0.04 -0.03 -0.01 0.04 -0.01 0.06 0.02 0.01 0.03 0.0 -0.01 -0.02 0.0 0.01 -0.01 0.01 -0.02 -0.03 0.02 0.06 0.03 0.04 -0.03 -0.02 0.03 0.05 0.07 0.03 -0.03 -0.02 -0.02 0.0 -0.02 0.03 -0.04 -0.02 -0.01 0.0 -0.02 0.01 -0.02 0.0 0.03 0.07 0.05 0.04 -0.04 -0.03 0.02 -0.03 -0.04 0.0 -0.01 -0.03 0.04 -0.04 -0.01 -0.01 0.0 -0.03 -0.01 0.0 -0.02 0.01 -0.02 -0.02 0.02 -0.03 0.01 0.02 -0.03 0.02 -0.01 0.0 -0.02 0.04 -0.02 -0.02 0.04 -0.03 -0.03 0.02 -0.04 -0.02 0.02 -0.03 -0.01 0.05 -0.01 -0.01 0.04 -0.02 0.0 0.04 0.05 0.08 0.03 0.08 0.06 0.01 0.08 0.03 0.01 0.04 0.01 0.05 0.02 0.09 0.0 0.01 0.0 -0.02 0.01 -0.03 -0.02 0.0 -0.04 0.01 0.01 0.02 -0.02 -0.01 -0.03 0.0 -0.01 -0.01 0.04 -0.02 0.08 -0.01 0.0 -0.01 -0.02 0.04 0.02 -0.02 0.03 0.02 -0.01 0.01 0.01 0.0 0.0 0.01 -0.01 0.02 0.02 -0.11 0.02 0.08 -0.11 0.04 -0.05 -0.23 0.02 -0.05 -0.04 0.08 -0.12 -0.27 0.03 -0.13 -0.29 -0.02 0.0 -0.08 0.09 -0.19 0.05 0.09 -0.12 -0.2 0.07 -0.19 -0.36 0.02 -0.13 -0.03 0.12 -0.24 -0.23 0.09 -0.25 -0.01 -0.01 0.03 -0.03 -0.01 0.02 -0.02 -0.02 0.04 -0.02 -0.04 0.04 0.01 -0.02 0.04 -0.03 -0.01 0.01 0.0 -0.05 0.03 0.03 -0.04 0.04 0.02 -0.01 0.05 0.0 0.0 0.02 -0.02 -0.01 0.02 -0.03 -0.01 0.02 -0.02 0.0 0.01 -0.01 -0.01 0.03 -0.03 0.0 -0.04 -0.07 -0.03 0.01 0.02 0.01 0.03 0.01 -0.02 0.02 0.02 -0.02 0.02 -0.1 -0.02 -0.01 0.02 0.01 0.03 0.02 0.02 0.02 0.03 0.01 0.04 -0.13 -0.06 0.03 0.06 0.02 0.05 0.02 0.04 -0.01 -0.03 0.0 -0.06 0.0 -0.01 -0.02 0.02 0.0 0.06 -0.07 -0.06 0.04 -0.01 0.01 -0.06 0.07 0.02 0.06 0.02 0.05 -0.02 0.0 -0.02 0.05 0.03 0.01 0.03 -0.04 0.01 -0.11 -0.04 0.0 -0.05 0.08 0.03 -0.03 0.03 0.03 0.01 0.06 0.01 0.01 -0.01 -0.02 0.04 -0.05 -0.01 -0.06 0.07 0.01 0.07 -0.04 -0.02 -0.02 -0.13 -0.04 0.0 0.06 0.03 -0.04 0.08 0.05 -0.08 -0.1 -0.07 0.05 -0.01 -0.03 0.02 -0.03 0.02 -0.11 0.03 0.04 -0.01 0.03 -0.02 0.04 0.03 0.0 -0.02 -0.04 0.01 -0.09 -0.08 0.02 -0.15 0.04 0.0 0.07 0.11 0.08 -0.11 0.03 0.06 -0.03 0.11 0.06 -0.06 0.03 0.08 -0.05 -0.08 0.0 -0.1 0.03 0.07 -0.05 -0.1 0.01 -0.15 -0.01 0.02 -0.09 0.13 0.09 -0.1 0.09 0.03 0.07 0.08 0.01 0.09 0.04 -0.01 0.08 0.06 0.03 0.04 -0.05 0.01 -0.1 -0.05 0.0 -0.04 -0.03 0.03 -0.14 0.0 0.02 -0.11 0.0 0.01 -0.05 0.0 -0.03 0.06 0.04 0.07 -0.04 0.03 0.09 -0.07 0.03 0.08 -0.06 0.02 0.05 -0.02 0.04 0.03 0.01 0.03 0.0 0.04 0.12 0.07 -0.05 0.15 0.11 -0.12 0.13 0.1 -0.14 0.07 0.05 -0.09 0.07 0.01 0.02 -0.09 0.03 -0.18 -0.12 0.02 -0.18 -0.1 -0.01 -0.1 -0.03 0.02 -0.11 -0.05 -0.03 -0.01 0.0 -0.04 0.06 0.02 -0.03 0.06 -0.03 -0.03 0.03 -0.15 -0.07 0.03 -0.15 -0.03 -0.02 -0.1 -0.01 -0.03 -0.04 -0.06 0.06 -0.1 -0.09 0.07 0.01 0.0 0.01 0.0 -0.01 0.03 0.02 -0.01 0.03 -0.01 -0.02 0.04 0.02 -0.01 0.04 0.03 0.0 0.03 0.0 -0.02 0.05 -0.02 -0.02 0.04 0.01 -0.02 0.05 0.04 -0.01 0.04 -0.01 -0.03 0.06 0.02 -0.02 0.06</array>
    </module>
  </comment>






Output text



<comment class="example.output" id="l716.freq.chunk3">
    <module cmlx:templateRef="l716.freq.high.precision.chunkx" id="high.precision">
        <array dataType="xsd:integer" dictRef="x:serial" size="30">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30</array>
        <array dataType="xsd:string" delimiter="|" dictRef="cc:irrep" size="30">A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A|A</array>
        <array dataType="xsd:double" dictRef="cc:frequency" size="30">414.5846 414.7007 621.7840 621.7988 692.9056 717.6612 863.5295 863.5741 968.3084 968.3950 1010.0853 1019.9550 1020.8700 1068.9869 1069.0807 1185.2158 1207.5117 1207.5338 1357.0709 1386.6870 1531.3078 1531.3882 1656.3212 1656.4203 3177.3631 3186.9439 3187.0480 3202.7109 3202.8154 3213.4099</array>
        <array dataType="xsd:double" dictRef="cc:redmass" size="30">2.9565 2.9566 6.0785 6.0783 1.0848 3.9090 1.2476 1.2476 1.3563 1.3562 1.2199 6.5542 6.0329 1.6985 1.6983 1.0788 1.1369 1.1368 6.7303 1.2476 2.0189 2.0192 5.3341 5.3352 1.0834 1.0875 1.0875 1.0949 1.0949 1.0991</array>
        <array dataType="xsd:double" dictRef="cc:forceconst" size="30">0.2994 0.2996 1.3846 1.3846 0.3069 1.1862 0.5481 0.5482 0.7492 0.7493 0.7333 4.0173 3.7044 1.1436 1.1436 0.8928 0.9767 0.9767 7.3028 1.4135 2.7892 2.7899 8.6219 8.6247 6.4444 6.5076 6.5081 6.6170 6.6174 6.6870</array>
        <array dataType="xsd:double" dictRef="cc:irintensity" size="30">0.0000 0.0000 0.0000 0.0000 77.5490 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 3.2831 3.2835 0.0000 0.0000 0.0000 0.0000 0.0000 6.5348 6.5360 0.0000 0.0000 0.0005 0.0001 0.0001 51.8763 51.8490 0.0004</array>
        <array dataType="xsd:double" dictRef="cc:displacement" size="1080">0.00 0.00 -0.16 0.00 0.00 0.24 0.00 0.00 -0.08 0.00 0.00 -0.16 0.00 0.00 0.24 0.00 0.00 -0.08 0.00 0.00 -0.35 0.00 0.00 0.51 0.00 0.00 -0.35 0.00 0.00 0.51 0.00 0.00 -0.17 0.00 0.00 -0.17 0.00 0.00 0.18 0.00 0.00 0.05 0.00 0.00 -0.23 0.00 0.00 0.18 0.00 0.00 0.05 0.00 0.00 -0.23 0.00 0.00 0.39 0.00 0.00 0.10 0.00 0.00 0.39 0.00 0.00 0.10 0.00 0.00 -0.50 0.00 0.00 -0.50 0.35 -0.09 0.00 0.07 0.23 0.00 0.01 0.21 0.00 -0.35 0.09 0.00 -0.07 -0.23 0.00 -0.01 -0.21 0.00 0.34 -0.12 0.00 -0.23 0.15 0.00 -0.34 0.12 0.00 0.23 -0.15 0.00 -0.25 0.04 0.00 0.25 -0.04 0.00 -0.01 -0.16 0.00 0.16 -0.27 0.00 0.28 0.18 0.00 0.01 0.16 0.00 -0.16 0.27 0.00 -0.28 -0.18 0.00 0.09 0.21 0.00 -0.05 -0.32 0.00 -0.09 -0.21 0.00 0.05 0.32 0.00 -0.17 -0.29 0.00 0.17 0.29 0.00 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 0.03 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 -0.41 0.00 0.00 0.21 0.00 0.00 -0.21 0.00 0.00 0.21 0.00 0.00 -0.21 0.00 0.00 0.21 0.00 0.00 -0.21 0.00 0.00 0.35 0.00 0.00 -0.35 0.00 0.00 -0.35 0.00 0.00 0.35 0.00 0.00 -0.35 0.00 0.00 0.35 0.00 0.00 -0.08 0.00 0.00 -0.07 0.00 0.00 0.01 0.00 0.00 0.08 0.00 0.00 0.07 0.00 0.00 -0.01 0.00 0.00 0.52 0.00 0.00 0.47 0.00 0.00 -0.52 0.00 0.00 -0.47 0.00 0.00 0.05 0.00 0.00 -0.05 0.00 0.00 0.04 0.00 0.00 -0.05 0.00 0.00 -0.08 0.00 0.00 -0.04 0.00 0.00 0.05 0.00 0.00 0.08 0.00 0.00 -0.24 0.00 0.00 0.33 0.00 0.00 0.24 0.00 0.00 -0.33 0.00 0.00 -0.57 0.00 0.00 0.57 0.00 0.00 -0.09 0.00 0.00 0.09 0.00 0.00 0.00 0.00 0.00 -0.09 0.00 0.00 0.09 0.00 0.00 0.00 0.00 0.00 0.49 0.00 0.00 -0.50 0.00 0.00 0.49 0.00 0.00 -0.50 0.00 0.00 0.01 0.00 0.00 0.01 0.00 0.00 -0.05 0.00 0.00 -0.05 0.00 0.00 0.10 0.00 0.00 -0.05 0.00 0.00 -0.05 0.00 0.00 0.10 0.00 0.00 0.29 0.00 0.00 0.27 0.00 0.00 0.29 0.00 0.00 0.27 0.00 0.00 -0.57 0.00 0.00 -0.57 0.00 0.00 0.06 0.00 0.00 -0.06 0.00 0.00 0.06 0.00 0.00 -0.06 0.00 0.00 0.06 0.00 0.00 -0.06 0.00 0.00 -0.40 0.00 0.00 0.40 0.00 0.00 0.40 0.00 0.00 -0.40 0.00 0.00 0.40 0.00 0.00 -0.40 0.28 -0.08 0.00 -0.07 0.28 0.00 -0.21 -0.20 0.00 0.28 -0.08 0.00 -0.07 0.28 0.00 -0.21 -0.20 0.00 0.28 -0.08 0.00 -0.07 0.28 0.00 0.28 -0.08 0.00 -0.07 0.28 0.00 -0.21 -0.20 0.00 -0.21 -0.20 0.00 -0.27 0.08 0.00 -0.07 0.27 0.00 0.20 0.19 0.00 0.26 -0.08 0.00 0.07 -0.27 0.00 -0.20 -0.19 0.00 -0.29 0.08 0.00 -0.07 0.29 0.00 0.29 -0.08 0.00 0.07 -0.29 0.00 -0.22 -0.21 0.00 0.22 0.21 0.00 -0.04 0.09 0.00 0.08 -0.04 0.00 -0.08 -0.08 0.00 -0.04 0.09 0.00 0.08 -0.04 0.00 -0.08 -0.08 0.00 0.07 0.47 0.00 0.48 0.05 0.00 0.07 0.47 0.00 0.48 0.05 0.00 -0.09 -0.09 0.00 -0.09 -0.09 0.00 -0.11 -0.01 0.00 0.01 0.11 0.00 0.06 -0.06 0.00 -0.11 -0.01 0.00 0.01 0.11 0.00 0.06 -0.06 0.00 -0.18 -0.24 0.00 0.23 0.17 0.00 -0.18 -0.24 0.00 0.23 0.17 0.00 0.38 -0.39 0.00 0.38 -0.39 0.00 0.01 0.03 0.00 -0.03 -0.01 0.00 0.02 -0.02 0.00 0.01 0.03 0.00 -0.03 -0.01 0.00 0.02 -0.02 0.00 0.11 0.39 0.00 -0.40 -0.10 0.00 0.11 0.39 0.00 -0.40 -0.10 0.00 0.28 -0.29 0.00 0.28 -0.29 0.00 0.02 0.06 0.00 -0.04 -0.01 0.00 -0.01 0.01 0.00 -0.02 -0.06 0.00 0.04 0.01 0.00 0.01 -0.01 0.00 0.16 0.54 0.00 -0.38 -0.09 0.00 -0.16 -0.54 0.00 0.38 0.09 0.00 0.12 -0.12 0.00 -0.12 0.12 0.00 -0.01 -0.01 0.00 -0.04 -0.01 0.00 0.04 -0.04 0.00 0.01 0.01 0.00 0.04 0.01 0.00 -0.04 0.04 0.00 -0.04 -0.12 0.00 -0.41 -0.10 0.00 0.04 0.12 0.00 0.41 0.10 0.00 -0.38 0.40 0.00 0.38 -0.40 0.00 -0.08 -0.28 0.00 0.29 0.07 0.00 -0.20 0.21 0.00 -0.08 -0.28 0.00 0.29 0.07 0.00 -0.20 0.21 0.00 0.08 0.27 0.00 -0.27 -0.07 0.00 0.08 0.27 0.00 -0.27 -0.07 0.00 0.20 -0.20 0.00 0.19 -0.20 0.00 -0.02 -0.06 0.00 -0.06 -0.01 0.00 -0.04 0.04 0.00 0.02 0.06 0.00 0.06 0.01 0.00 0.04 -0.04 0.00 0.11 0.39 0.00 0.39 0.10 0.00 -0.11 -0.39 0.00 -0.39 -0.10 0.00 -0.28 0.29 0.00 0.28 -0.29 0.00 -0.02 0.13 0.00 0.14 -0.01 0.00 -0.06 -0.07 0.00 -0.02 0.13 0.00 0.14 -0.01 0.00 -0.06 -0.07 0.00 -0.19 -0.41 0.00 -0.46 -0.16 0.00 -0.19 -0.41 0.00 -0.46 -0.16 0.00 -0.11 -0.05 0.00 -0.11 -0.05 0.00 0.10 0.06 0.00 -0.04 -0.10 0.00 -0.11 0.10 0.00 0.10 0.06 0.00 -0.04 -0.10 0.00 -0.11 0.10 0.00 0.01 -0.32 0.00 0.25 -0.04 0.00 0.01 -0.32 0.00 0.25 -0.04 0.00 0.37 -0.39 0.00 0.37 -0.39 0.00 0.05 0.32 0.00 -0.05 -0.16 0.00 -0.08 0.24 0.00 -0.05 -0.32 0.00 0.05 0.16 0.00 0.08 -0.24 0.00 -0.15 -0.38 0.00 0.14 -0.13 0.00 0.15 0.38 0.00 -0.15 0.13 0.00 -0.29 0.13 0.00 0.29 -0.13 0.00 0.16 0.04 0.00 -0.32 -0.04 0.00 0.24 -0.10 0.00 -0.16 -0.04 0.00 0.32 0.04 0.00 -0.24 0.10 0.00 0.12 -0.15 0.00 0.38 0.14 0.00 -0.12 0.15 0.00 -0.38 -0.14 0.00 0.12 -0.29 0.00 -0.12 0.30 0.00 -0.03 0.01 0.00 0.01 -0.03 0.00 0.02 0.02 0.00 -0.03 0.01 0.00 0.01 -0.03 0.00 0.02 0.02 0.00 0.39 -0.11 0.00 -0.10 0.40 0.00 0.39 -0.11 0.00 -0.10 0.40 0.00 -0.29 -0.28 0.00 -0.29 -0.28 0.00 -0.03 0.01 0.00 0.01 -0.05 0.00 0.01 0.02 0.00 0.03 -0.01 0.00 -0.01 0.05 0.00 -0.01 -0.02 0.00 0.31 -0.09 0.00 -0.14 0.56 0.00 -0.31 0.09 0.00 0.14 -0.56 0.00 0.18 0.18 0.00 -0.18 -0.17 0.00 0.04 -0.01 0.00 0.00 0.00 0.00 0.03 0.03 0.00 -0.04 0.01 0.00 0.00 0.00 0.00 -0.03 -0.03 0.00 -0.46 0.13 0.00 -0.01 0.04 0.00 0.46 -0.13 0.00 0.01 -0.04 0.00 0.37 0.36 0.00 -0.37 -0.36 0.00 -0.03 0.01 0.00 -0.01 0.05 0.00 0.02 0.01 0.00 -0.03 0.01 0.00 -0.01 0.05 0.00 0.02 0.01 0.00 0.31 -0.09 0.00 0.14 -0.56 0.00 0.31 -0.09 0.00 0.14 -0.56 0.00 -0.18 -0.17 0.00 -0.18 -0.17 0.00 0.04 -0.01 0.00 0.00 0.00 0.00 0.03 0.03 0.00 0.04 -0.01 0.00 0.00 0.00 0.00 0.03 0.03 0.00 -0.45 0.14 0.00 0.01 -0.04 0.00 -0.45 0.13 0.00 0.02 -0.04 0.00 -0.37 -0.36 0.00 -0.37 -0.36 0.00 -0.04 0.01 0.00 -0.01 0.04 0.00 0.03 0.03 0.00 0.04 -0.01 0.00 0.01 -0.04 0.00 -0.03 -0.03 0.00 0.39 -0.11 0.00 0.10 -0.39 0.00 -0.39 0.11 0.00 -0.10 0.39 0.00 0.29 0.28 0.00 -0.30 -0.28 0.00</array>
        <array dataType="xsd:integer" dictRef="cc:atomicNumber" size="12">6 6 6 6 6 6 1 1 1 1 1 1</array>
    </module>
  </comment>






Template definition



<record repeat="4" />
<templateList>  <template id="deletetag" repeat="*" pattern="\s{15}\s*\S[\s\d]*$\s{15}\s*.*" endPattern="\s{1,5}\d.*$\s{15}\s*\S[\s\d]*" endPattern2="\s{1,5}\d.*$\s*" endPattern3="~" endOffset="1">    <templateList>      <template pattern=".*" endPattern="\s*(Frc\sconsts|Force\sconstants).*" endOffset="1" id="sysvals">        <record id="serial">{1_5I,x:serial}</record>        <record id="irrep">{1_5A,cc:irrep}</record>        <record id="freq">\s*Frequencies\s*\-\-\-?\s*{1_5F,cc:frequency}</record>        <record id="redmass">\s*(Red\.\s*masses|Reduced\smasses)\s*\-\-\-?\s*{1_5F,cc:redmass}</record>        <record id="frcconst">\s*(Frc\sconsts|Force\sconstants)\s*\-\-\-?\s*{1_5F,cc:forceconst}</record>
        </template>      <template pattern="\s\%ModelSys.*" endPattern="\s*\%RealSys.*" endOffset="1" id="sysvals">        <record id="modelsys">\s\%ModelSys\s*\-\-\-?\s*{1_5F,cc:modelsys}</record>        <record id="realsys">\s\%RealSys\s*\-\-\-?\s*{1_5F,cc:realsys}</record>
        </template>      <template pattern="\s*IR\sInten.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="irinten">\s*IR\sInten.*\s*\-\-\-?{1_5F,cc:irintensity}</record>
        </template>      <template pattern="\s*Raman\sActiv.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="raman">\s*Raman\sActiv\s*\-\-\-?{1_5F,cc:raman}</record>
        </template>      <template pattern="\s*Depolar\s\(P\)\s\-\-\-?.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="depolarp">\s*Depolar\s\(P\)\s\-\-\-?{1_5F,g:depolarp}</record>
        </template>      <template pattern="\s*Depolar\s\(U\)\s\-\-\-?.*" endPattern=".*" endOffset="0" id="sysvals">        <record id="depolaru">\s*Depolar\s\(U\)\s\-\-\-?{1_5F,g:depolaru}</record>
        </template>      <template pattern="\s*Atom\s*AN\s*X\s*Y\s*Z.*" endPattern="~" endOffset="0">        <record repeat="1" />        <templateList>          <template pattern="(\s+\S+){11}\s*" endPattern="~">            <record id="displacement3" makeArray="true" repeat="*">\s*\S+\s+{I,cc:atomicNumber}{3F,cc:displacement}{3F,cc:displacement2}{3F,cc:displacement3}</record>
                </template>          <template pattern="(\s+\S+){8}\s*" endPattern="~">            <record id="displacement2" makeArray="true" repeat="*">\s*\S+\s+{I,cc:atomicNumber}{3F,cc:displacement}{3F,cc:displacement2}</record>
                </template>          <template pattern="(\s+\S+){5}\s*" endPattern="~">            <record id="displacement1" makeArray="true" repeat="*">\s*\S+\s+{I,cc:atomicNumber}{3F,cc:displacement}</record>
                </template>
            </templateList>        <transform process="addChild" xpath="." elementName="cml:scalar" id="freq.type" position="0" />        <transform process="setValue" xpath=".//cml:scalar[@id='freq.type']" value="default" />
        </template>      <template pattern="\s*Coord\sAtom\sElement:.*" endPattern="~" endOffset="0">        <record repeat="1" />        <templateList>          <template pattern="(\s+\S+){8}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_5">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}{F,cc:displacement5}</record>            <record id="displacement_5">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}{F,cc:displacement5}</record>            <record id="displacement_5">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}{F,cc:displacement5}</record>
                </template>          <template pattern="(\s+\S+){7}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_4">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}</record>            <record id="displacement_4">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}</record>            <record id="displacement_4">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}{F,cc:displacement4}</record>
                </template>          <template pattern="(\s+\S+){6}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_3">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}</record>            <record id="displacement_3">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}</record>            <record id="displacement_3">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}{F,cc:displacement3}</record>
                </template>          <template pattern="(\s+\S+){5}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_2">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}{F,cc:displacement2}</record>            <record id="displacement_2">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}</record>            <record id="displacement_2">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}{F,cc:displacement2}</record>
                </template>          <template pattern="(\s+\S+){4}\s*" endPattern=".*" endPattern2="~" endOffset="2" repeat="*">            <record id="displacement_1">\s*\S+\s+\S+\s+{I,cc:atomicNumber}{F,cc:displacement1}</record>            <record id="displacement_1">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}</record>            <record id="displacement_1">\s*\S+\s+\S+\s+\S+\s+{F,cc:displacement1}</record>
                </template>          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement1']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement2']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement3']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement4']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:displacement5']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />          <transform process="createArray" from=".//cml:scalar[@dictRef='cc:atomicNumber']" xpath="." dictRef="cc:atomicNumber" dataType="xsd:integer" />          <transform process="pullup" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />
            </templateList>        <transform process="addChild" xpath="." elementName="cml:scalar" id="freq.type" position="0" />        <transform process="setValue" xpath=".//cml:scalar[@id='freq.type']" value="high.precision" />        <transform process="pullup" xpath=".//cml:array[@dictRef='cc:atomicNumber']" />
        </template>      <transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />      <transform process="pullup" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />
      </templateList>
    </template>
  </templateList>
<transform process="delete" xpath="(.//cml:scalar[@id='freq.type'])[position() >=2]" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='x:serial']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:irrep']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:frequency']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:redmass']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:forceconst']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:irintensity']" />
<transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'cc:displacement')]" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:modelsys']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:realsys']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:raman']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:depolarp']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='g:depolaru']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="pullup" xpath=".//cml:scalar[@id='freq.type']" repeat="2" />
<transform process="delete" xpath="(.//cml:array[@dictRef='cc:atomicNumber'])[position() >=2]" />
<transform process="pullup" xpath=".//cml:array[@dictRef='cc:atomicNumber']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="addAttribute" xpath="." name="id" value="$string(.//cml:scalar[@id='freq.type'])" />
<transform process="delete" xpath=".//cml:scalar[@id='freq.type']" />
<transform process="delete" xpath="./cml:module" />
<transform process="addAttribute" xpath=".[@id='high.precision']" name="cmlx:templateRef" value="l716.freq.high.precision.chunkx" />
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l716.thermochemistry



	l716.thermochemistry.temperature

	l716.thermochemistry.mass

	l716.thermochemistry.moi

	l716.thermochemistry.top

	l716.thermochemistry.rotsymnum

	l716.thermochemistry.rottemp

	l716.thermochemistry.rotconsts

	l716.thermochemistry.zpe

	l716.thermochemistry.vibtemp








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry



	name

	Thermochemistry



	repeat

	*



	pattern

	\s*\-+\s*$\s*\-\s*Thermochemistry\s*\-\s*$\s*\-+\s*



	endPattern

	\s*



	endOffset

	1



	xml:base

	l716/thermochemistry/l716.thermochemistry.xml







Input



-------------------
- Thermochemistry -
-------------------
Temperature   298.150 Kelvin.  Pressure   1.00000 Atm.
Atom  1 has atomic number  6 and mass  12.00000
Atom  2 has atomic number  1 and mass   1.00783
Atom  3 has atomic number  1 and mass   1.00783
Atom  4 has atomic number  1 and mass   1.00783
Atom  5 has atomic number  1 and mass   1.00783
Molecular mass:    16.03130 amu.
Principal axes and moments of inertia in atomic units:
                          1         2         3
    EIGENVALUES --    11.47105  11.47105  11.47105
          X            0.00000   0.00000   1.00000
          Y            0.00000   1.00000   0.00000
          Z            1.00000   0.00000   0.00000
This molecule is a spherical top.
Rotational symmetry number 12.
Rotational temperatures (Kelvin)      7.55064     7.55064     7.55064
Rotational constants (GHZ):         157.33005   157.33005   157.33005
Zero-point vibrational energy     118752.0 (Joules/Mol)
                                  28.38241 (Kcal/Mol)
Vibrational temperatures:   1976.16  1976.16  1976.16  2293.35  2293.35
         (Kelvin)           4393.44  4552.17  4552.17  4552.17






Output text



<comment class="example.output" id="l716.thermochemistry">
    <module cmlx:templateRef="l716.thermochemistry">
      <scalar dataType="xsd:double" dictRef="cc:temp">298.15</scalar>
      <scalar dataType="xsd:double" dictRef="cc:press">1.0</scalar>
      <list cmlx:lineCount="5" cmlx:templateRef="mass">
        <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 3 4 5</array>
        <array dataType="xsd:integer" dictRef="x:elementType" size="5">6 1 1 1 1</array>
        <array dataType="xsd:double" dictRef="cc:atomicmass" size="5">12.0 1.00783 1.00783 1.00783 1.00783</array>
      </list>
      <scalar dataType="xsd:double" dictRef="cc:molmass" cmlx:templateRef="molmass">16.0313</scalar>
      <matrix rows="3" columns="3" dataType="xsd:double" dictRef="cc:moi.eigenvectors">0.0 0.0 1.0 0.0 1.0 0.0 1.0 0.0 0.0</matrix>
      <array dataType="xsd:double" size="3" dictRef="cc:moi" cmlx:templateRef="eigen">11.47105 11.47105 11.47105</array>
      <scalar dataType="xsd:string" dictRef="g:top">spherical</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:symmnumber">12</scalar>
      <array dataType="xsd:double" size="3" dictRef="cc:rottemp" cmlx:templateRef="rottemp">7.55064 7.55064 7.55064</array>
      <array dataType="xsd:double" size="3" dictRef="cc:rotconst" cmlx:templateRef="rotconst">157.33005 157.33005 157.33005</array>
      <scalar dataType="xsd:double" dictRef="cc:zpe" units="u:jmol-1">118752.0</scalar>
      <array dataType="xsd:double" size="9" dictRef="cc:vibtemp">1976.16 1976.16 1976.16 2293.35 2293.35 4393.44 4552.17 4552.17 4552.17</array>
    </module>
  </comment>






Template definition



<record repeat="3" />
<templateList>  <xi:include href="l716/thermochemistry/l716.thermochemistry.temperature.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.mass.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.moi.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.top.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.rotsymnum.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.rottemp.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.rotconsts.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.zpe.xml" />  <xi:include href="l716/thermochemistry/l716.thermochemistry.vibtemp.xml" />

  </templateList>
<transform process="pullup" xpath="./cml:module/*" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l716.thermochemistry.temperature


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.temperature



	repeat

	*



	pattern

	\s*Temperature.*Kelvin.*



	endPattern

	.*



	endPattern2

	~



	xml:base

	l716/thermochemistry/l716.thermochemistry.temperature.xml







Input



Temperature   298.150 Kelvin.  Pressure   1.00000 Atm.






Output text



<comment class="example.output" id="l716.thermochemistry.temperature">
    <module cmlx:templateRef="l716.thermochemistry.temperature">
      <scalar dataType="xsd:double" dictRef="cc:temp" units="si:k">298.15</scalar>
      <scalar dataType="xsd:double" dictRef="cc:press" units="nonsi:atm">1.0</scalar>
    </module>
  </comment>






Template definition



<record id="temperature">\s*Temperature{F,cc:temp,u:kelvin} Kelvin\.\s+Pressure{F,cc:press,u:atm} Atm\.\s*</record>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:temp']" value="si:k" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:press']" value="nonsi:atm" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l716.thermochemistry.mass


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.mass



	repeat

	*



	pattern

	\s* Atom.*has atomic number.*and mass.*



	endPattern

	\s*Molecular mass.*



	endOffset

	1



	xml:base

	l716/thermochemistry/l716.thermochemistry.mass.xml







Input



Atom  1 has atomic number  6 and mass  12.00000
Atom  2 has atomic number  6 and mass  12.00000
Atom 13 has atomic number 17 and mass  34.96885
Molecular mass:   146.97683 amu.






Output text



<comment class="example.output" id="l716.thermochemistry.mass">
    <module cmlx:templateRef="l716.thermochemistry.mass">
      <list cmlx:lineCount="3" cmlx:templateRef="mass">
        <array dataType="xsd:integer" dictRef="cc:serial" size="3">1 2 13</array>
        <array dataType="xsd:integer" dictRef="x:elementType" size="3">6 6 17</array>
        <array dataType="xsd:double" dictRef="cc:atomicmass" size="3">12.0 12.0 34.96885</array>
      </list>
      <scalar dataType="xsd:double" dictRef="cc:molmass" cmlx:templateRef="molmass">146.97683</scalar>
    </module>
  </comment>






Template definition



<record id="mass" repeat="*" makeArray="true">\s* Atom{I,cc:serial}has atomic number{I,x:elementType} and mass{F,cc:atomicmass}\s*</record>
<record id="molmass">\s*Molecular mass:{F,cc:molmass}amu\.\s*</record>
<transform process="pullupSingleton" xpath="./cml:list[@cmlx:templateRef='molmass']" />
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l716.thermochemistry.moi


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.moi



	repeat

	*



	pattern

	\s*Principal axes and moments of inertia in atomic units:.*



	endPattern

	\s*Z\s*.*



	endOffset

	1



	xml:base

	l716/thermochemistry/l716.thermochemistry.moi.xml







Input



Principal axes and moments of inertia in atomic units:
                          1         2         3
    EIGENVALUES --   621.711322597.891062620.41387
          X            0.99993   0.00000  -0.01211
          Y            0.00000   1.00000  -0.00020
          Z            0.01211   0.00020   0.99993






Output text



<comment class="example.output" id="l716.thermochemistry.moi">
    <module cmlx:templateRef="l716.thermochemistry.moi">
      <array dataType="xsd:double" size="3" dictRef="cc:moi" cmlx:templateRef="eigen">621.71132 2597.89106 2620.41387</array>
      <matrix rows="3" columns="3" dataType="xsd:double" dictRef="cc:moi.eigenvectors">0.99993 0.0 -0.01211 0.0 1.0 -2.0E-4 0.01211 2.0E-4 0.99993</matrix>
    </module>
  </comment>






Template definition



<record repeat="2" />
<templateList>  <template id="noeigen" pattern="\s*(EIGENVALUES|Eigenvalues)\s\-\-\s+\*+.*" endPattern=".*" endOffset="0">    <record />
    </template>  <template id="eigen" pattern="\s*(EIGENVALUES|Eigenvalues)\s\-\-\s+[-\d]+.*" endPattern=".*" endOffset="0">    <record id="eigen">\s*(?:EIGENVALUES|Eigenvalues) \-\-\s{2}{3F10.5,cc:moi.eigenvalues}\s*</record>
    </template>
  </templateList>
<record id="m" repeat="3">\s*[XYZ]{3F,cc:moimatrix}\s*</record>
<transform process="createMatrix33" xpath="./cml:list[@cmlx:templateRef='m']" from=".//cml:array[@dictRef='cc:moimatrix']" dictRef="cc:moi.eigenvectors" />
<transform process="pullup" xpath=".//cml:array[@dictRef='cc:moi.eigenvalues']" repeat="2" />
<transform process="pullup" xpath=".//cml:matrix" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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l716.thermochemistry.top


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.top



	repeat

	*



	pattern

	\s*This molecule is.*



	endPattern

	.*



	endPattern2

	~



	xml:base

	l716/thermochemistry/l716.thermochemistry.top.xml







Input



This molecule is a spherical top.






Output text



<comment class="example.output" id="l716.thermochemistry.top">
    <module cmlx:templateRef="l716.thermochemistry.top">
      <scalar dataType="xsd:string" dictRef="g:top">spherical</scalar>
    </module>
  </comment>






Template definition



<record id="type">\s*This molecule is an?\s*{A,g:top}\s*top\.\s*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716.thermochemistry.rotsymnum
    

    

   


  

    
      
          
            
  
l716.thermochemistry.rotsymnum


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.rotsymnum



	repeat

	*



	pattern

	\s*Rotational symmetry number.*



	endPattern

	.*



	endPattern2

	~



	xml:base

	l716/thermochemistry/l716.thermochemistry.rotsymnum.xml







Input



Rotational symmetry number 12.






Output text



<comment class="example.output" id="l716.thermochemistry.rotsymnum">
    <module cmlx:templateRef="l716.thermochemistry.rotsymnum">
      <scalar dataType="xsd:integer" dictRef="cc:symmnumber">12</scalar>
    </module>
  </comment>






Template definition



<record id="number">\s*Rotational symmetry number\s*{I,cc:symmnumber}\.\s*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716.thermochemistry.rottemp
    

    

   


  

    
      
          
            
  
l716.thermochemistry.rottemp


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.rottemp



	repeat

	*



	pattern

	\s*Rotational temperatures? \(Kelvin\).*



	endPattern

	.*



	endPattern2

	~



	xml:base

	l716/thermochemistry/l716.thermochemistry.rottemp.xml







Input



Rotational temperatures (Kelvin)      7.55064     7.55064     7.55064






Output text



<comment class="example.output" id="l716.thermochemistry.rottemp">
    <module cmlx:templateRef="l716.thermochemistry.rottemp">
      <array dataType="xsd:double" size="3" dictRef="cc:rottemp" cmlx:templateRef="rottemp">7.55064 7.55064 7.55064</array>
    </module>
  </comment>






Template definition



<record id="rottemp">\s*Rotational temperatures? \(Kelvin\)\s*{1_3F,cc:rottemp}\s*</record>
<transform process="pullupSingleton" xpath="./cml:list" />








          

      

      

    

  

  
    

    l716.thermochemistry.rotconsts
    

    

   


  

    
      
          
            
  
l716.thermochemistry.rotconsts


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.rotconsts



	repeat

	*



	pattern

	\s*Rotational constants \(GHZ\).*



	endPattern

	.*



	endPattern2

	~



	xml:base

	l716/thermochemistry/l716.thermochemistry.rotconsts.xml







Input



Rotational constants (GHZ):         157.33005   157.33005   157.33005






Output text



<comment class="example.output" id="l716.thermochemistry.rotconsts">
    <module cmlx:templateRef="l716.thermochemistry.rotconsts">
      <array dataType="xsd:double" size="3" dictRef="cc:rotconst" cmlx:templateRef="rotconst">157.33005 157.33005 157.33005</array>
    </module>
  </comment>






Template definition



<record id="rotconst">\s*Rotational constants \(GHZ\):\s*{3F,cc:rotconst}\s*</record>
<transform process="pullupSingleton" xpath=".//cml:list" />








          

      

      

    

  

  
    

    l716.thermochemistry.zpe
    

    

   


  

    
      
          
            
  
l716.thermochemistry.zpe


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.zpe



	repeat

	*



	pattern

	\s*Zero\-point vibrational energy.*$.*



	endPattern

	\s[A-Z].*



	xml:base

	l716/thermochemistry/l716.thermochemistry.zpe.xml







Input



Zero-point vibrational energy     118752.0 (Joules/Mol)
                                28.38241 (Kcal/Mol)






Output text



<comment class="example.output" id="l716.thermochemistry.zpe">
    <module cmlx:templateRef="l716.thermochemistry.zpe">
      <scalar dataType="xsd:double" dictRef="cc:zpe" units="u:jmol-1">118752.0</scalar>
    </module>
  </comment>






Template definition



<record id="zpejmol">\s*Zero\-point vibrational energy\s*{F,cc:zpe,u:jmol-1}\s*\(Joules/Mol\)\s*</record>
<record id="zpekcal">\s*.*\(Kcal/Mol\)\s*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="addUnits" xpath=".//cml:scalar" value="u:jmol-1" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716.thermochemistry.vibtemp
    

    

   


  

    
      
          
            
  
l716.thermochemistry.vibtemp


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermochemistry.vibtemp



	repeat

	*



	pattern

	\s*Vibrational temperatures.*



	endPattern

	\s*



	xml:base

	l716/thermochemistry/l716.thermochemistry.vibtemp.xml







Input



Vibrational temperatures:   1976.16  1976.16  1976.16  2293.35  2293.35
         (Kelvin)           4393.44  4552.17  4552.17  4552.17






Output text



<comment class="example.output" id="l716.thermochemistry.vibtemp">
    <module cmlx:templateRef="l716.thermochemistry.vibtemp">
      <array dataType="xsd:double" size="9" dictRef="cc:vibtemp">1976.16 1976.16 1976.16 2293.35 2293.35 4393.44 4552.17 4552.17 4552.17</array>
    </module>
  </comment>






Template definition



<record id="vibtemp">\s*Vibrational temperatures: \s*{1_5F,cc:vibtemp}\s*</record>
<record id="vibtemp" repeat="*">\s*(?:\(Kelvin\))?\s*{1_5F,x:x}\s*</record>
<transform process="joinArrays" xpath=".//cml:array" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath="./cml:list" />








          

      

      

    

  

  
    

    l716.thermoprops
    

    

   


  

    
      
          
            
  
l716.thermoprops


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.thermoprops



	name

	Thermochemistry properties



	repeat

	*



	pattern

	\s*E\s\(Thermal\).*



	endPattern

	\s*



	endPattern2

	~



	endOffset

	1



	xml:base

	l716/thermochemistry/l716.thermoprops.xml







Comment



                    E (Thermal)             CV                S
                     KCal/Mol        Cal/Mol-Kelvin    Cal/Mol-Kelvin
Total                   62.119             26.952             91.823
Electronic               0.000              0.000              1.377
Translational            0.889              2.981             40.866
Rotational               0.889              2.981             29.827
Vibrational             60.342             20.991             19.753
Vibration  1             0.596              1.976              4.623
Vibration  2             0.599              1.967              4.075
Vibration  9             0.974              1.000              0.425
                      Q            Log10(Q)             Ln(Q)
Total Bot       0.125789D-25        -25.900357        -59.637776
Total V=0       0.116124D+17         16.064923         36.990851
Vib (Bot)       0.121941D-39        -39.913852        -91.905040
Vib (Bot)  1    0.374552D+01          0.573512          1.320560
Vib (Bot)  2    0.283089D+01          0.451922          1.040590
Vib (Bot)  9    0.239087D+00         -0.621444         -1.430927
Vib (V=0)       0.112571D+03          2.051428          4.723587
Vib (V=0)  1    0.427875D+01          0.631316          1.453660
Vib (V=0)  2    0.337470D+01          0.528235          1.216307
Vib (V=0)  9    0.105422D+01          0.022932          0.052804
Electronic      0.200000D+01          0.301030          0.693147
Translational   0.700372D+08          7.845328         18.064536
Rotational      0.736438D+06          5.867136         13.509580






Input



                    E (Thermal)             CV                S
                     KCal/Mol        Cal/Mol-Kelvin    Cal/Mol-Kelvin
Total                   30.180              6.417             44.475
Electronic               0.000              0.000              0.000
Translational            0.889              2.981             34.261
Rotational               0.889              2.981             10.138
Vibrational             28.402              0.455              0.076
                      Q            Log10(Q)             Ln(Q)
Total Bot       0.145771D-12        -12.836328        -29.556739
Total V=0       0.929180D+08          7.968100         18.347228
Vib (Bot)       0.157650D-20        -20.802307        -47.899081
Vib (V=0)       0.100490D+01          0.002122          0.004885
Electronic      0.100000D+01          0.000000          0.000000
Translational   0.252295D+07          6.401908         14.740939
Rotational      0.366497D+02          1.564070          3.601404






Output text



<comment class="example.output" id="l716.thermoprops">
    <module cmlx:templateRef="l716.thermoprops">
      <list cmlx:templateRef="total">
        <scalar dataType="xsd:double" dictRef="cc:ethermo.total">30.18</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.total">6.417</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.total">44.475</scalar>
      </list>
      <list cmlx:templateRef="elect">
        <scalar dataType="xsd:double" dictRef="cc:ethermo.elect">0.0</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.elect">0.0</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.elect">0.0</scalar>
      </list>
      <list cmlx:templateRef="trans">
        <scalar dataType="xsd:double" dictRef="cc:ethermo.trans">0.889</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.trans">2.981</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.trans">34.261</scalar>
      </list>
      <list cmlx:templateRef="rot">
        <scalar dataType="xsd:double" dictRef="cc:ethermo.rot">0.889</scalar>
        <scalar dataType="xsd:double" dictRef="cc:cv.rot">2.981</scalar>
        <scalar dataType="xsd:double" dictRef="cc:s.rot">10.138</scalar>
      </list>
      <list cmlx:templateRef="totalbot">
        <scalar dataType="xsd:double" dictRef="cc:q.total">1.45771E-13</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.total">-12.836328</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.total">-29.556739</scalar>
      </list>
      <list cmlx:templateRef="totalv0">
        <scalar dataType="xsd:double" dictRef="cc:q.v0">9.2918E7</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.v0">7.9681</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.v0">18.347228</scalar>
      </list>
      <list cmlx:templateRef="elect">
        <scalar dataType="xsd:double" dictRef="cc:q.elect">1.0</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.elect">0.0</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.elect">0.0</scalar>
      </list>
      <list cmlx:templateRef="trans">
        <scalar dataType="xsd:double" dictRef="cc:q.trans">2522950.0</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.trans">6.401908</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.trans">14.740939</scalar>
      </list>
      <list cmlx:templateRef="rot">
        <scalar dataType="xsd:double" dictRef="cc:q.rot">36.6497</scalar>
        <scalar dataType="xsd:double" dictRef="cc:logq.rot">1.56407</scalar>
        <scalar dataType="xsd:double" dictRef="cc:lnq.rot">3.601404</scalar>
      </list>
    </module>
  </comment>






Template definition



<record repeat="2" id="xxx" />
<record id="total">\s*Total\s*{F,cc:ethermo.total}{F,cc:cv.total}{F,cc:s.total}</record>
<record id="elect">\s*Electronic\s*{F,cc:ethermo.elect}{F,cc:cv.elect}{F,cc:s.elect}</record>
<record id="trans">\s*Translational\s*{F,cc:ethermo.trans}{F,cc:cv.trans}{F,cc:s.trans}</record>
<record id="rot">\s*Rotational\s*{F,cc:ethermo.rot}{F,cc:cv.rot}{F,cc:s.rot}</record>
<record id="vib">\s*Vibrational\s*{F,cc:ethermo.vib}{F,cc:cv.vib}{F,cc:s.vob}</record>
<record id="vibn" repeat="*">\s*Vibration\s*{I,g:nvib}{F,cc:ethermo.vib}{F,cc:cv.vib}{F,cc:s.vob}</record>
<record />
<record id="totalbot">\s*Total\sBot\s*{E,cc:q.total}{F,cc:logq.total}{F,cc:lnq.total}</record>
<record id="totalv0">\s*Total\sV=0\s*{E,cc:q.v0}{F,cc:logq.v0}{F,cc:lnq.v0}</record>
<record id="vibbot">\s*Vib\s\(Bot\)\s*{E,cc:q.vibbot}{F,cc:logq.vibbot}{F,cc:lnq.vibbot}</record>
<record id="vibbot" repeat="*">\s*Vib \(Bot\){I,g:nvib}\s*{E,cc:q.vibbot}{F,cc:logq.vibbot}{F,cc:lnq.vibbot}</record>
<record id="vibv0">\s*Vib \(V=0\)\s*{E,cc:q.vibv0}{F,cc:logq.vibv0}{F,cc:lnq.vibv0}</record>
<record id="vibv0" repeat="*">\s*Vib \(V=0\){I,g:nvib}\s*{E,cc:q.vibv0}{F,cc:logq.vibv0}{F,cc:lnq.vibv0}</record>
<record id="elect">\s*Electronic\s*{E,cc:q.elect}{F,cc:logq.elect}{F,cc:lnq.elect}</record>
<record id="trans">\s*Translational\s*{E,cc:q.trans}{F,cc:logq.trans}{F,cc:lnq.trans}</record>
<record id="rot">\s*Rotational\s*{E,cc:q.rot}{F,cc:logq.rot}{F,cc:lnq.rot}</record>
<transform process="pullupSingleton" xpath="./cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l716.irspectrum
    

    

   


  

    
      
          
            
  
l716.irspectrum


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l716.irspectrum



	name

	Thermochemistry properties



	repeat

	*



	pattern

	.*$\s+IR Spectrum\s*



	endPattern

	\s*X[\sX]+$\s*



	endOffset

	1



	xml:base

	l716/l716.irspectrum.xml







Input



                                                    chlorobz/cl complex basis
                                                          IR Spectrum

33333                                                             1 1 11    1 1   11 11 11
22211                                                             6 5 44    3 3   21 00 0099 9   8 7 76  6     4 44   3  2  1
20099                                                             1 6 88    5 1   08 99 2098 2   2 8 19  1     6 10   0  2  3 75
09962                                                             0 4 91    4 4   03 54 6816 8   6 1 06  5     6 62   1  0  8 35

XXXXX                                                             X X XX    X X   XX XX XXXX X   X X XX  X     X X    X  X    XX
                                                                  X   X              X    X        X             X
                                                                  X   X              X             X
                                                                  X   X              X             X
                                                                  X   X              X             X
                                                                  X                  X             X
                                                                  X                  X
                                                                  X
                                                                  X






Output text



<comment class="example.output" id="l716.irspectrum">
    <module cmlx:templateRef="l716.irspectrum">
      <scalar dataType="xsd:string" dictRef="g:irspectrum" cmlx:templateRef="discard">chlorobz/cl complex basis</scalar>
    </module>
  </comment>






Template definition



<record id="discard">{X,g:irspectrum}</record>
<record repeat="*" />
<transform process="pullupSingleton" xpath="./cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l801
    

    

   


  

    
      
          
            
  
l801


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l801



	name

	l801



	repeat

	*



	pattern

	\sRange of M.O.s used.*



	endPattern

	\s*NROrb=.*$\s*



	endOffset

	1



	xml:base

	l801.xml







Input



(Enter /usr/local/Gaussian/g03/l801.exe)
Range of M.O.s used for correlation:     1   202
NBasis=   202 NAE=    25 NBE=    25 NFC=     0 NFV=     0
NROrb=    202 NOA=    25 NOB=    25 NVA=   177 NVB=   177

**** Warning!!: The largest alpha MO coefficient is  0.12865609D+03

Leave Link  801 at Thu Aug 31 01:38:23 2006, MaxMem=    6291456 cpu:       0.0






Output text



<comment class="example.output" id="l801">
    <module cmlx:templateRef="l801" />
  </comment>






Template definition



<record id="l801.line" repeat="*" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l804_l906
    

    

   


  

    
      
          
            
  
l804_l906


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l804_l906



	name

	l804_l906



	pattern

	\sSpin\scomponents\sof\sT\(2\)\sand\sE\(2\).*



	endPattern

	\s*E2\s*\=\s+.*EUMP2\s*\=.*



	endOffset

	1



	repeat

	*



	xml:base

	l804_l906.xml







Input



Spin components of T(2) and E(2):
alpha-alpha T2 =       0.5715273911D-02 E2=     -0.1593530293D-01
alpha-beta  T2 =       0.4459296127D-01 E2=     -0.1351390998D+00
beta-beta   T2 =       0.5715273911D-02 E2=     -0.1593530293D-01
ANorm=    0.1027630045D+01
E2 =    -0.1670097057D+00 EUMP2 =    -0.40365588064343D+02






Input



Spin components of T(2) and E(2):
    alpha-alpha T2 =       0.0000000000D+00 E2=      0.0000000000D+00
    alpha-beta  T2 =       0.4915594995D-02 E2=     -0.1428945585D-01
    beta-beta   T2 =       0.0000000000D+00 E2=      0.0000000000D+00
The integrals were generated   1 times.
ANorm=    0.1002454785D+01
E2 =    -0.1428945585D-01 EUMP2 =    -0.11199239664352D+01






Output text



<comment class="example.output" id="l804_l906">
        <module cmlx:lineCount="6" cmlx:templateRef="l804_l906">
           <list cmlx:lineCount="3" cmlx:templateRef="spincomponents">
            <array dataType="xsd:double" dictRef="cc:T2" size="3">0.005715273911 0.04459296127 0.005715273911</array>
            <array dataType="xsd:double" dictRef="cc:E2" size="3">-0.01593530293 -0.1351390998 -0.01593530293</array>
           </list>
           <scalar dataType="xsd:double" dictRef="cc:anorm">1.027630045</scalar>
           <scalar dataType="xsd:double" dictRef="cc:e2">-0.1670097057</scalar>
           <scalar dataType="xsd:double" dictRef="cc:eump2">-40.365588064343</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="l804_l906a">
        <module cmlx:lineCount="7" cmlx:templateRef="l804_l906">
           <list cmlx:lineCount="3" cmlx:templateRef="spincomponents">
            <array dataType="xsd:double" dictRef="cc:T2" size="3">0.0 0.004915594995 0.0</array>
            <array dataType="xsd:double" dictRef="cc:E2" size="3">0.0 -0.01428945585 0.0</array>
           </list>
           <scalar dataType="xsd:double" dictRef="cc:anorm">1.002454785</scalar>
           <scalar dataType="xsd:double" dictRef="cc:e2">-0.01428945585</scalar>
           <scalar dataType="xsd:double" dictRef="cc:eump2">-1.1199239664352</scalar>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record id="spincomponents" makeArray="true" repeat="*">.*T2\s\={E,cc:T2}E2\={E,cc:E2}</record>
<templateList>  <template pattern="\s+The\sintegrals\swere\sgenerated.*" endPattern=".*" endOffset="0">    <record repeat="1" />
        </template>  <template pattern="\s+ANorm\=.*" endPattern="\s*E2\s*\=\s+.*EUMP2\s*\=.*" endOffset="1">    <record id="anorm">\s+ANorm\={E,cc:anorm}</record>    <record id="e2eump2">\s*E2\s*\={E,cc:e2}EUMP2\s*\={E,cc:eump2}</record>    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="1" />    <transform process="pullup" xpath="./cml:list/cml:scalar" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    l913
    

    

   


  

    
      
          
            
  
l913


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l913



	name

	l913



	pattern

	\s+\(Enter.*l913.exe\).*



	pattern2

	\s*Iterations=.*Convergence=.*



	endPattern

	.*$\s+Leave\sLink\s+913.*



	endPattern2

	.*\(T\)=.*



	endPattern3

	\s*Discarding\sMO\sintegrals..*



	endOffset

	1



	repeat

	*



	xml:base

	l913.xml







Input



(Enter /usr/local/gaussian/g09/l913.exe)
CIDS:  MDV=  1048576000.
Frozen-core window:  NFC=   1 NFV=   0.
IFCWin=0 IBDFC=1 NFBD=     0     0 NFCmp=     0     0 NFFFC=     0     0
Using DD3R+UMP44R for 1st iteration, S=T.
Using DD4RQ for 2nd and later iterations.
R2 and R3 integrals will be kept in memory, NReq=     4397772.
Symmetry not used in FoFDir.
MinBra= 0 MaxBra= 2 Meth= 1.
IRaf=       0 NMat=   1 IRICut=       1 DoRegI=T DoRafI=F ISym2E= 0 JSym2E=0.
MP4(SDTQ)
=========
DD1Dir will call FoFMem   1 times, MxPair=        20
NAB=    10 NAA=     0 NBB=     0.
MP4(D)= -0.48098940D-02
MP4(S)= -0.61782923D-03
MP4(R+Q)=  0.29072755D-02
T4(AAA)= -0.79503226D-04
T4(AAB)= -0.18057537D-02
Time for triples=        2.72 seconds.
MP4(T)=   -0.37705138D-02
E3=       -0.20270139D-01        EUMP3=      -0.40385858203D+02
E4(DQ)=   -0.19026185D-02        UMP4(DQ)=   -0.40387760822D+02
E4(SDQ)=  -0.25204477D-02        UMP4(SDQ)=  -0.40388378651D+02
E4(SDTQ)= -0.62909615D-02        UMP4(SDTQ)= -0.40392149165D+02
VARIATIONAL ENERGIES WITH THE FIRST-ORDER WAVEFUNCTION:
E(VAR1)=  -0.40375922748D+02     E(CISD,4)=  -0.40381929457D+02
Largest amplitude= 2.22D-02
Leave Link  913 at Mon Sep 19 09:00:17 2011, MaxMem= 1048576000 cpu:       5.8






Output text



<comment class="example.output.raw" id="l913">
    </comment>






Template definition



<record id="l913" repeat="*">{X,g:l913}</record>








          

      

      

    

  

  
    

    l914
    

    

   


  

    
      
          
            
  
l914



	l914_excitations








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l914



	name

	Time-dependent DFT



	repeat

	*



	pattern

	\s*RHF ground state\s*



	pattern2

	\s*\*{10,}$\s*Excited\sstates\sfrom.*



	endPattern

	\s*SavETr:.*write IOETrn=.*



	offset

	0



	endOffset

	1



	xml:base

	l914.xml







Input



(Enter /usr/local/gaussian/g09/l914.exe)
RHF ground state
MDV=   536870912 DFT=T DoStab=F Mixed=T DoRPA=T DoScal=F NonHer=T
Would need an additional 18585800000 words for in-memory AO integral storage.
Making orbital integer symmetry assigments:
Orbital symmetries:
      Occupied  (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A)
      Virtual   (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
   12 initial guesses have been made.
Convergence on wavefunction:    0.001000000000000
Davidson Disk Diagonalization:  ConvIn= 1.00D-03 SkipCon=T Conv= 1.00D-03.
Max sub-space:   200 roots to seek:    12 dimension of matrix:  42660
Iteration     1 Dimension    12 NMult    12
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=    12.
CISAX will form    12 AO SS matrices at one time.
NMat=    12 NSing=    12.
Symmetry not used in FoFDir.
MinBra= 0 MaxBra= 2 Meth= 1.
IRaf=       0 NMat=  12 IRICut=      30 DoRegI=T DoRafI=T ISym2E= 0 JSym2E=0.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=    12.
CISAX will form    12 AO SS matrices at one time.
NMat=    12 NSing=    12.
Excitation Energies [eV] at current iteration:
Root      1 :     3.967707646897748
Root      2 :     4.238515012560257
Root      3 :     4.378216245803176
Iteration     2 Dimension    18 NMult    18
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Root      1 not converged, maximum delta is    0.167222864295480
Root      2 not converged, maximum delta is    0.164208266403828
Root      3 not converged, maximum delta is    0.044998999005832
Excitation Energies [eV] at current iteration:
Root      1 :     3.413637705892117   Change is   -0.554069941005632
Root      2 :     3.919208713614791   Change is   -0.319306298945466
Root      3 :     4.293482790068234   Change is   -0.084733455734942
Iteration     3 Dimension    24 NMult    24
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Root      1 not converged, maximum delta is    0.019347573457946
Root      2 not converged, maximum delta is    0.036617041797457
Root      3 not converged, maximum delta is    0.026242798639169
Excitation Energies [eV] at current iteration:
Root      1 :     3.355788285778300   Change is   -0.057849420113817
Root      2 :     3.895472092712217   Change is   -0.023736620902573
Root      3 :     4.282703397660652   Change is   -0.010779392407583
Iteration     4 Dimension    30 NMult    30
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Root      1 not converged, maximum delta is    0.009618219317635
Root      2 not converged, maximum delta is    0.019860084579139
Root      3 not converged, maximum delta is    0.011133681274320
Excitation Energies [eV] at current iteration:
Root      1 :     3.347706742456209   Change is   -0.008081543322092
Root      2 :     3.891222852131049   Change is   -0.004249240581168
Root      3 :     4.280697578288718   Change is   -0.002005819371933
Iteration     5 Dimension    36 NMult    36
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Root      1 not converged, maximum delta is    0.001516373275732
Root      2 not converged, maximum delta is    0.002257556704199
Root      3 not converged, maximum delta is    0.006964315269212
Excitation Energies [eV] at current iteration:
Root      1 :     3.346815255757697   Change is   -0.000891486698511
Root      2 :     3.890791146585966   Change is   -0.000431705545083
Root      3 :     4.280393495815495   Change is   -0.000304082473223
Iteration     6 Dimension    42 NMult    42
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     6.
CISAX will form     6 AO SS matrices at one time.
NMat=     6 NSing=     6.
Root      1 has converged.
Root      2 has converged.
Root      3 not converged, maximum delta is    0.005536396876360
Excitation Energies [eV] at current iteration:
Root      1 :     3.346738920773071   Change is   -0.000076334984626
Root      2 :     3.890709781814344   Change is   -0.000081364771622
Root      3 :     4.280339275361060   Change is   -0.000054220454435
Iteration     7 Dimension    44 NMult    44
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     2.
CISAX will form     2 AO SS matrices at one time.
NMat=     2 NSing=     2.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     2.
CISAX will form     2 AO SS matrices at one time.
NMat=     2 NSing=     2.
Root      1 has converged.
Root      2 has converged.
Root      3 not converged, maximum delta is    0.004291175620302
Excitation Energies [eV] at current iteration:
Root      1 :     3.346738909066853   Change is   -0.000000011706218
Root      2 :     3.890709477530946   Change is   -0.000000304283398
Root      3 :     4.280325064377926   Change is   -0.000014210983135
Iteration     8 Dimension    46 NMult    46
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     2.
CISAX will form     2 AO SS matrices at one time.
NMat=     2 NSing=     2.
Cannot handle 2e integral symmetry, ISym2E=1.
CISAX:  IP=  1 NPass=   1 NMax=     2.
CISAX will form     2 AO SS matrices at one time.
NMat=     2 NSing=     2.
Root      1 has converged.
Root      2 has converged.
Root      3 not converged, maximum delta is    0.002348422239935
Excitation Energies [eV] at current iteration:
Root      1 :     3.346738864695234   Change is   -0.000000044371619
Root      2 :     3.890709339425054   Change is   -0.000000138105892
Root      3 :     4.280320909403391   Change is   -0.000004154974534
Convergence on energies, max DE= 4.15D-06.
Convergence on expansion vectors.
***********************************************************************
Excited states from <AA,BB:AA,BB> singles matrix:
***********************************************************************

1PDM for each excited state written to RWF  633
Ground to excited state transition electric dipole moments (Au):
      state          X           Y           Z        Dip. S.      Osc.
        1        -2.5440     -0.1110     -0.0045      6.4842      0.5317
        2        -0.2619      0.0057      0.0078      0.0687      0.0065
        3         0.0702      0.1133      0.0174      0.0181      0.0019
Ground to excited state transition velocity dipole moments (Au):
      state          X           Y           Z        Dip. S.      Osc.
        1         0.3024      0.0141      0.0011      0.0916      0.4967
        2         0.0403     -0.0034     -0.0010      0.0016      0.0076
        3        -0.0074     -0.0157      0.0000      0.0003      0.0013
Ground to excited state transition magnetic dipole moments (Au):
      state          X           Y           Z
        1         0.0071     -0.0753      1.0611
        2         0.0021     -0.0568      0.6312
        3        -0.2717     -0.3094     -0.2263
<0|del|b> * <b|rxdel|0> + <0|del|b> * <b|delr+rdel|0>
Rotatory Strengths (R) in cgs (10**-40 erg-esu-cm/Gauss)
      state          XX          YY          ZZ    R(velocity)
        1        -1.7035     22.8012     -8.3680      4.2432
Total R(velocity) tensor for State=          1
                1             2             3
     1  -0.170347D+01  0.108435D+03 -0.946500D+03
     2  -0.131594D+01  0.228012D+02  0.701353D+02
     3   0.348190D+00 -0.680828D+01 -0.836804D+01
R(velocity) tensor in inp. orien. for State=          1
                1             2             3
     1  -0.111009D+03 -0.252408D+02 -0.605846D+03
     2  -0.157745D+03  0.203395D+01 -0.702197D+03
     3   0.147234D+02  0.132220D+02  0.121705D+03
        2        -0.9991     -1.7423      1.0125     -0.5763
Total R(velocity) tensor for State=          2
                1             2             3
     1  -0.999078D+00  0.786760D+01 -0.673433D+02
     2  -0.110031D+00 -0.174227D+01  0.154399D+01
     3  -0.887040D-01 -0.133696D+01  0.101251D+01
R(velocity) tensor in inp. orien. for State=          2
                1             2             3
     1  -0.104454D+02 -0.461560D+00 -0.442189D+02
     2  -0.930365D+01 -0.221473D+01 -0.482401D+02
     3   0.169599D+01  0.839114D+00  0.109313D+02
        3         9.7239      4.4278     16.6090     10.2536
Total R(velocity) tensor for State=          3
                1             2             3
     1   0.972387D+01 -0.456769D+01  0.388279D+01
     2  -0.945136D+01  0.442782D+01 -0.941070D+01
     3   0.710904D-01  0.150839D-02  0.166090D+02
R(velocity) tensor in inp. orien. for State=          3
                1             2             3
     1   0.441376D+00  0.389490D+00  0.935907D+00
     2   0.742169D+01  0.135028D+02  0.743821D+01
     3   0.519912D+01 -0.265170D+00  0.168165D+02
1/2[<0|r|b>*<b|rxdel|0> + (<0|rxdel|b>*<b|r|0>)*]
Rotatory Strengths (R) in cgs (10**-40 erg-esu-cm/Gauss)
      state          XX          YY          ZZ     R(length)     R(au)
        1        12.7139     -5.9100      3.4107      3.4048      0.0072
        2         0.3953      0.2292     -3.4869     -0.9541     -0.0020
        3        13.4844     24.7906      2.7777     13.6843      0.0290
 1/2[<0|del|b>*<b|r|0> + (<0|r|b>*<b|del|0>)*] (Au)
      state          X           Y           Z        Dip. S.   Osc.(frdel)
        1        -0.7693     -0.0016      0.0000      0.7708      0.5139
        2        -0.0106      0.0000      0.0000      0.0106      0.0071
        3        -0.0005     -0.0018      0.0000      0.0023      0.0015
Ground to excited state transition densities written to RWF  633

Excitation energies and oscillator strengths:

Excited State   1:      Singlet-A      3.3467 eV  370.46 nm  f=0.5317  <S**2>=0.000
     75 -> 76         0.69790
This state for optimization and/or second-order correction.
Total Energy, E(TD-HF/TD-KS) =  -974.346712524
Copying the excited state density for this state as the 1-particle RhoCI density.

Excited State   2:      Singlet-A      3.8907 eV  318.67 nm  f=0.0065  <S**2>=0.000
     74 -> 76         0.66892
     75 -> 77         0.20436

Excited State   3:      Singlet-A      4.2803 eV  289.66 nm  f=0.0019  <S**2>=0.000
     72 -> 76        -0.25494
     73 -> 76         0.63171
     75 -> 77        -0.13245
SavETr:  write IOETrn=   770 NScale= 10 NData=  16 NLR=1 LETran=      64.
Leave Link  914 at Mon Jan 16 08:08:48 2012, MaxMem=  536870912 cpu:   18235.8






Output text



<comment class="example.output" id="l914">
<module cmlx:templateRef="l914">
  <module cmlx:lineCount="18" cmlx:templateRef="l914_excitations">
    <module cmlx:lineCount="6" cmlx:templateRef="l914_excitations1">
      <list cmlx:templateRef="l914_excit1">
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_enumber">1</scalar>
          <scalar dataType="xsd:string" dictRef="g:tddft_ttype">Singlet-A</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_eenergy">3.3467</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_wavelength">370.46</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_oscillator_strength">0.5317</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_s2">0.0</scalar>
        </list>
      </list>
      <list cmlx:templateRef="l914_excit2">
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">75</scalar>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.6979</scalar>
        </list>
      </list>
      <list cmlx:templateRef="l914_tote">
        <scalar dataType="xsd:double" dictRef="g:tddft_totale">-974.346712524</scalar>
      </list>
    </module>
    <module cmlx:lineCount="4" cmlx:templateRef="l914_excitations1">
      <list cmlx:templateRef="l914_excit1">
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_enumber">2</scalar>
          <scalar dataType="xsd:string" dictRef="g:tddft_ttype">Singlet-A</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_eenergy">3.8907</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_wavelength">318.67</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_oscillator_strength">0.0065</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_s2">0.0</scalar>
        </list>
      </list>
      <list cmlx:templateRef="l914_excit2">
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">74</scalar>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.66892</scalar>
        </list>
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">75</scalar>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">77</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.20436</scalar>
        </list>
      </list>
    </module>
    <module cmlx:lineCount="5" cmlx:templateRef="l914_excitations1">
      <list cmlx:templateRef="l914_excit1">
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_enumber">3</scalar>
          <scalar dataType="xsd:string" dictRef="g:tddft_ttype">Singlet-A</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_eenergy">4.2803</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_wavelength">289.66</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_oscillator_strength">0.0019</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_s2">0.0</scalar>
        </list>
      </list>
      <list cmlx:templateRef="l914_excit2">
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">72</scalar>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_unknown">-0.25494</scalar>
        </list>
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">73</scalar>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.63171</scalar>
        </list>
        <list>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">75</scalar>
          <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">77</scalar>
          <scalar dataType="xsd:double" dictRef="g:tddft_unknown">-0.13245</scalar>
        </list>
      </list>
    </module>
  </module>
</module>
</comment>






Template definition



<templateList>  <xi:include href="l914/l914_excitations.xml" />
</templateList>
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Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l914_excitations



	name

	Time-dependent DFT excitations



	repeat

	*



	pattern

	\s*Excitation energies and oscillator strengths:\s*



	endPattern

	\s*SavETr.*



	endOffset

	1



	xml:base

	l914/l914_excitations.xml







Input



 Excited State   1:      Singlet-A      3.3467 eV  370.46 nm  f=0.5317  <S**2>=0.000
      75 -> 76         0.69790
 This state for optimization and/or second-order correction.
 Total Energy, E(TD-HF/TD-KS) =  -974.346712524
 Copying the excited state density for this state as the 1-particle RhoCI density.

 Excited State   2:      Singlet-A      3.8907 eV  318.67 nm  f=0.0065  <S**2>=0.000
      74 -> 76         0.66892
      75 -> 77         0.20436

 Excited State   3:      Singlet-A      4.2803 eV  289.66 nm  f=0.0019  <S**2>=0.000
      72 -> 76        -0.25494
      73 -> 76         0.63171
      75 -> 77        -0.13245
SavETr:  write IOETrn=   770 NScale= 10 NData=  16 NLR=1 LETran=      64.






Output text



<comment class="example.output" id="l914_excitations">
<module cmlx:templateRef="l914_excitations">
  <module cmlx:lineCount="6" cmlx:templateRef="l914_excitations1">
    <list cmlx:templateRef="l914_excit1">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_enumber">1</scalar>
        <scalar dataType="xsd:string" dictRef="g:tddft_ttype">Singlet-A</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_eenergy">3.3467</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_wavelength">370.46</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_oscillator_strength">0.5317</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_s2">0.0</scalar>
      </list>
    </list>
    <list cmlx:templateRef="l914_excit2">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">75</scalar>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.6979</scalar>
      </list>
    </list>
    <list cmlx:templateRef="l914_tote">
      <scalar dataType="xsd:double" dictRef="g:tddft_totale">-974.346712524</scalar>
    </list>
  </module>
  <module cmlx:lineCount="4" cmlx:templateRef="l914_excitations1">
    <list cmlx:templateRef="l914_excit1">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_enumber">2</scalar>
        <scalar dataType="xsd:string" dictRef="g:tddft_ttype">Singlet-A</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_eenergy">3.8907</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_wavelength">318.67</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_oscillator_strength">0.0065</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_s2">0.0</scalar>
      </list>
    </list>
    <list cmlx:templateRef="l914_excit2">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">74</scalar>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.66892</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">75</scalar>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">77</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.20436</scalar>
      </list>
    </list>
  </module>
  <module cmlx:lineCount="5" cmlx:templateRef="l914_excitations1">
    <list cmlx:templateRef="l914_excit1">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_enumber">3</scalar>
        <scalar dataType="xsd:string" dictRef="g:tddft_ttype">Singlet-A</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_eenergy">4.2803</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_wavelength">289.66</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_oscillator_strength">0.0019</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_s2">0.0</scalar>
      </list>
    </list>
    <list cmlx:templateRef="l914_excit2">
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">72</scalar>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_unknown">-0.25494</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">73</scalar>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">76</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_unknown">0.63171</scalar>
      </list>
      <list>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalstart">75</scalar>
        <scalar dataType="xsd:integer" dictRef="g:tddft_orbitalend">77</scalar>
        <scalar dataType="xsd:double" dictRef="g:tddft_unknown">-0.13245</scalar>
      </list>
    </list>
  </module>
</module>
</comment>






Template definition



<templateList repeat="*">  <template id="l914_excitations1" name="Time-dependent DFT excitations" repeat="*" pattern="\s*Excited State\s*\d.*" endPattern="\s*" endPattern2="~" offset="0" endOffset="1">    <record repeat="1" id="l914_excit1">\s*Excited State\s*{I,g:tddft_enumber}:\s*{A,g:tddft_ttype}\s*{F,g:tddft_eenergy}\s*eV\s*{F,g:tddft_wavelength}\s*nm\s*f={F,g:tddft_oscillator_strength}.*={F,g:tddft_s2}\s*</record>    <record repeat="*" id="l914_excit2">\s*{I,g:tddft_orbitalstart}\s*\->\s*{I,g:tddft_orbitalend}\s*{F,g:tddft_unknown}\s*</record>    <templateList>      <template id="l914_excitations1_total_ener" pattern="\s*Total\sEnergy.*" endPattern=".*" endPattern2="~">        <record id="l914_tote">\s*Total\s*Energy,\s*E\(.*\)\s*=\s*{F,g:tddft_totale}\s*</record>        <transform process="pullup" xpath=".//cml:list" />
            </template>
        </templateList>    <transform process="delete" xpath=".//cml:module[count(*)=0]" />
    </template>
</templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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l925


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l925



	name

	Excited State Electron Transfer (EET) model



	pattern

	\s+\(Enter.*l925.exe\).*



	pattern2

	\s*Electronic\sCoupling\sfor\sExcitation\sEnergy\sTranfer.*



	endPattern

	\s+Leave\sLink\s+925.*



	endPattern2

	\s*Solvent\sscreening.*$\s*$\s*((?!Frag).)*



	endOffset

	1



	xml:base

	l925.xml







Input



(Enter /prod/apps/gaussian/g16b1/l925.exe)
 ===============================================================================

                Electronic Coupling for Excitation Energy Tranfer

 ===============================================================================
 ...

 Frag=  2 State=  1 (w=  2.0665 eV) <=> Frag=  1 State=  1 (w=  2.0804 eV)

   delta-w                   = -0.013942398 eV
   Coulomb                   =  0.011157674 eV
   Exact-exchange            =  0.000011525 eV
   Exchange-correlation      =  0.000010188 eV
   w-avg*Overlap             = -0.000101217 eV (w-avg=  2.0734 eV, Ovlp=-0.488162D-04)
   Explicit solvent-mediated = -0.004833838 eV
   Total coupling            =  0.006244332 eV
   Solvent screening         =  0.563660992

...
 Frag=  2 State=  6 (w=  3.6275 eV) <=> Frag=  1 State=  4 (w=  3.4316 eV)

   delta-w                   =  0.195884381 eV
   Coulomb                   = -0.010913268 eV
   Exact-exchange            =  0.000010434 eV
   Exchange-correlation      =  0.000007568 eV
   w-avg*Overlap             =  0.000074981 eV (w-avg=  3.5295 eV, Ovlp= 0.212440D-04)
   Explicit solvent-mediated =  0.004456485 eV
   Total coupling            = -0.006363800 eV
   Solvent screening         =  0.588136054

 Frag=  2 State=  6 (w=  3.6275 eV) <=> Frag=  1 State=  5 (w=  3.4728 eV)

   delta-w                   =  0.154702017 eV
   Coulomb                   = -0.007584035 eV
   Exact-exchange            =  0.000001175 eV
   Exchange-correlation      = -0.000000136 eV
   w-avg*Overlap             =  0.000064985 eV (w-avg=  3.5501 eV, Ovlp= 0.183051D-04)
   Explicit solvent-mediated =  0.003225158 eV
   Total coupling            = -0.004292852 eV
   Solvent screening         =  0.571009070

 Frag=  2 State=  6 (w=  3.6275 eV) <=> Frag=  1 State=  6 (w=  3.5565 eV)

   delta-w                   =  0.070920227 eV
   Coulomb                   =  0.000420163 eV
   Exact-exchange            =  0.000001654 eV
   Exchange-correlation      =  0.000000121 eV
   w-avg*Overlap             = -0.000003315 eV (w-avg=  3.5920 eV, Ovlp=-0.922768D-06)
   Explicit solvent-mediated = -0.000163157 eV
   Total coupling            =  0.000255466 eV
   Solvent screening         =  0.610253206

 Leave Link  925 at Fri Jan  8 20:59:16 2021, MaxMem=  1572864000 cpu:           36670.9 elap:            4667.3






Output text



<comment class="example.output" id="l925">
        <module cmlx:templateRef="l925">
            <module cmlx:templateRef="ecoupling">
               <array dataType="xsd:integer" dictRef="g:fragmentA" size="36">2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2</array>
               <array dataType="xsd:integer" dictRef="g:stateA" size="36">1 1 1 1 1 1 2 2 2 2 2 2 3 3 3 3 3 3 4 4 4 4 4 4 5 5 5 5 5 5 6 6 6 6 6 6</array>
               <array dataType="xsd:double" dictRef="g:wA" units="nonsi:electronvolt" size="36">2.0665 2.0665 2.0665 2.0665 2.0665 2.0665 2.4099 2.4099 2.4099 2.4099 2.4099 2.4099 3.2359 3.2359 3.2359 3.2359 3.2359 3.2359 3.4128 3.4128 3.4128 3.4128 3.4128 3.4128 3.4582 3.4582 3.4582 3.4582 3.4582 3.4582 3.6275 3.6275 3.6275 3.6275 3.6275 3.6275</array>
               <array dataType="xsd:integer" dictRef="g:fragmentB" size="36">1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1</array>
               <array dataType="xsd:integer" dictRef="g:stateB" size="36">1 2 3 4 5 6 1 2 3 4 5 6 1 2 3 4 5 6 1 2 3 4 5 6 1 2 3 4 5 6 1 2 3 4 5 6</array>
               <array dataType="xsd:double" dictRef="g:wB" units="nonsi:electronvolt" size="36">2.0804 2.3918 3.2653 3.4316 3.4728 3.5565 2.0804 2.3918 3.2653 3.4316 3.4728 3.5565 2.0804 2.3918 3.2653 3.4316 3.4728 3.5565 2.0804 2.3918 3.2653 3.4316 3.4728 3.5565 2.0804 2.3918 3.2653 3.4316 3.4728 3.5565 2.0804 2.3918 3.2653 3.4316 3.4728 3.5565</array>
               <array dataType="xsd:double" dictRef="g:coupling" units="nonsi:electronvolt" size="36">0.006244332 -0.004300899 -0.005109001 -0.012362113 -0.005331146 0.001686512 -0.002427520 0.003171644 0.008520093 0.006203144 0.001016240 -0.001295363 -0.007851016 -0.004324292 -0.030453475 0.011951745 0.018745528 0.002907796 -0.010538382 0.010292411 0.018925171 0.024595170 0.008664806 -0.003482754 0.007543389 -0.001341289 0.000414214 -0.011650240 -0.007756489 0.000445679 0.003983123 -0.000769178 0.000281153 -0.006363800 -0.004292852 0.000255466</array>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="ecoupling" pattern="\s*Frag=.*State=.*" endPattern="\s*Solvent\sscreening.*" endOffset="1" repeat="*">    <record>\s*Frag={I,g:fragmentA}State={I,g:stateA}\(w={F,g:wA}eV\).*Frag={I,g:fragmentB}State={I,g:stateB}\(w={F,g:wB}eV\)</record>    <record repeat="7" />    <record>\s*Total\scoupling\s*={F,g:coupling}eV</record>
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:fragmentA']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:stateA']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:wA']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:fragmentB']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:stateB']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:wB']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='g:coupling']" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='g:wA']" value="nonsi:electronvolt" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='g:wB']" value="nonsi:electronvolt" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='g:coupling']" value="nonsi:electronvolt" />
<transform process="pullup" xpath=".//cml:list/cml:list/cml:array" repeat="2" />
<transform process="pullup" xpath=".//cml:list/cml:array" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='ecoupling' and count(*) = 0]" />
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l1101


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1101



	name

	l1101



	repeat

	*



	pattern

	\sUsing compressed storage,.*



	endPattern

	\s*Will process.*



	endOffset

	1



	xml:base

	l1101.xml







Input



(Enter /usr/local/Gaussian/g03/l1101.exe)
Using compressed storage, NAtomX=    15.
Will process  16 centers per pass.






Output text



<comment class="example.output.raw" id="l1101">
 </comment>






Template definition



<record id="l1101" repeat="*">{X,g:l1101}</record>
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l1102


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1102



	name

	l1102



	repeat

	*



	pattern

	\sUse density number.*



	pattern2

	\s*Symmetrizing\sbasis\sderiv\scontribution\sto\spolar.*



	endPattern

	\s*IMax=.*



	endOffset

	1



	xml:base

	l1102.xml







Input



(Enter /usr/local/Gaussian/g03/l1102.exe)
Use density number 0.
Symmetrizing basis deriv contribution to polar:
IMax=3 JMax=2 DiffMx= 0.00D+00
Leave Link 1102 at Thu Aug 31 01:38:30 2006, MaxMem=    6291456 cpu:       0.2






Output text



<comment class="example.output.raw" id="l1102">
 </comment>






Template definition



<record id="l1102" repeat="*">{X,g:l1102}</record>
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l1110


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1110



	name

	l1110



	repeat

	*



	pattern

	\sForming Gx.*



	endPattern

	\s*FoFDir.*



	endOffset

	1



	xml:base

	l1110.xml







Input



(Enter /usr/local/Gaussian/g03/l1110.exe)
Forming Gx(P) for the SCF density, NAtomX=    15.
Integral derivatives from FoFDir, PRISM(SPDF).
Do as many integral derivatives as possible in FoFDir.
G2DrvN: MDV=       6291334.
G2DrvN: will do   16 centers at a time, making    1 passes doing MaxLOS=2.
Symmetry not used in FoFDir.
MinBra= 0 MaxBra= 2 Meth= 1.
IRaf=       0 NMat=   1 IRICut=       1 DoRegI=T DoRafI=F ISym2E= 0 JSym2E=0.
FoFDir/FoFCou used for L=0 through L=2.
Leave Link 1110 at Thu Aug 31 04:18:13 2006, MaxMem=    6291456 cpu:    3020.4






Output text



<comment class="example.output.raw" id="l1110">
 </comment>






Template definition



<record id="l1110" repeat="*">{X,g:l1110}</record>
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l1002.minotr


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l1002.minotr



	name

	l1002 Minotr



	repeat

	*



	pattern

	\s*Minotr:.*



	pattern2

	\s*IDoAtm=.*



	endPattern

	\s* End of Minotr.*



	endOffset

	1



	xml:base

	l1002.minotr.xml







Input



Minotr:  Closed-shell wavefunction.
         Direct CPHF calculation.
         Solving linear equations simultaneously.
         Differentiating once with respect to electric field.
               with respect to dipole field.
         Differentiating once with respect to nuclear coordinates.
         Requested convergence is 1.0D-08 RMS, and 1.0D-07 maximum.
         Secondary convergence is 1.0D-12 RMS, and 1.0D-12 maximum.
         NewPWx=T KeepS1=F KeepF1=F KeepIn=T MapXYZ=F.
         MDV=       6291456 using IRadAn=       2.
Integrals replicated using symmetry in FoFDir.
MinBra= 0 MaxBra= 2 Meth= 1.
IRaf=       0 NMat=  48 IRICut=      48 DoRegI=T DoRafI=T ISym2E= 2 JSym2E=2.
         There are  48 degrees of freedom in the 1st order CPHF.
   45 vectors were produced by pass  0.
AX will form  45 AO Fock derivatives at one time.
   45 vectors were produced by pass  1.
   45 vectors were produced by pass  2.
   45 vectors were produced by pass  3.
   45 vectors were produced by pass  4.
   35 vectors were produced by pass  5.
   12 vectors were produced by pass  6.
   11 vectors were produced by pass  7.
    3 vectors were produced by pass  8.
    1 vectors were produced by pass  9.
Inv2:  IOpt= 1 Iter= 1 AM= 6.45D-15 Conv= 1.00D-12.
Inverted reduced A of dimension  287 with in-core refinement.
Isotropic polarizability for W=    0.000000       79.62 Bohr**3.
End of Minotr Frequency-dependent properties file   721 does not exist.






Output text



<comment class="example.output" id="l1002.minotr">
    <module cmlx:templateRef="l1002.minotr">
      <list cmlx:templateRef="l1002">
        <array dataType="xsd:string" size="3" dictRef="g:l1002.minotr">Minotr: Closed-shell wavefunction.</array>
        <array dataType="xsd:string" size="3" dictRef="g:l1002.minotr">Direct CPHF calculation.</array>
        <array dataType="xsd:string" size="4" dictRef="g:l1002.minotr">Solving linear equations simultaneously.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">Differentiating once with respect to electric field.</array>
        <array dataType="xsd:string" size="5" dictRef="g:l1002.minotr">with respect to dipole field.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">Differentiating once with respect to nuclear coordinates.</array>
        <array dataType="xsd:string" size="8" dictRef="g:l1002.minotr">Requested convergence is 1.0D-08 RMS, and 1.0D-07 maximum.</array>
        <array dataType="xsd:string" size="8" dictRef="g:l1002.minotr">Secondary convergence is 1.0D-12 RMS, and 1.0D-12 maximum.</array>
        <array dataType="xsd:string" size="5" dictRef="g:l1002.minotr">NewPWx=T KeepS1=F KeepF1=F KeepIn=T MapXYZ=F.</array>
        <array dataType="xsd:string" size="5" dictRef="g:l1002.minotr">MDV= 6291456 using IRadAn= 2.</array>
        <array dataType="xsd:string" size="6" dictRef="g:l1002.minotr">Integrals replicated using symmetry in FoFDir.</array>
        <array dataType="xsd:string" size="6" dictRef="g:l1002.minotr">MinBra= 0 MaxBra= 2 Meth= 1.</array>
        <array dataType="xsd:string" size="11" dictRef="g:l1002.minotr">IRaf= 0 NMat= 48 IRICut= 48 DoRegI=T DoRafI=T ISym2E= 2 JSym2E=2.</array>
        <array dataType="xsd:string" size="11" dictRef="g:l1002.minotr">There are 48 degrees of freedom in the 1st order CPHF.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">45 vectors were produced by pass 0.</array>
        <array dataType="xsd:string" size="10" dictRef="g:l1002.minotr">AX will form 45 AO Fock derivatives at one time.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">45 vectors were produced by pass 1.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">45 vectors were produced by pass 2.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">45 vectors were produced by pass 3.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">45 vectors were produced by pass 4.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">35 vectors were produced by pass 5.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">12 vectors were produced by pass 6.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">11 vectors were produced by pass 7.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">3 vectors were produced by pass 8.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">1 vectors were produced by pass 9.</array>
        <array dataType="xsd:string" size="9" dictRef="g:l1002.minotr">Inv2: IOpt= 1 Iter= 1 AM= 6.45D-15 Conv= 1.00D-12.</array>
        <array dataType="xsd:string" size="9" dictRef="g:l1002.minotr">Inverted reduced A of dimension 287 with in-core refinement.</array>
        <array dataType="xsd:string" size="7" dictRef="g:l1002.minotr">Isotropic polarizability for W= 0.000000 79.62 Bohr**3.</array>
        <array dataType="xsd:string" size="10" dictRef="g:l1002.minotr">End of Minotr Frequency-dependent properties file 721 does not exist.</array>
      </list>
    </module>
  </comment>






Template definition



<record id="l1002" repeat="*">{1_20A,g:l1002.minotr}</record>
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l122


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l122



	name

	l122



	pattern

	\s+Counterpoise\:\scorrected.*



	endPattern

	\s+Counterpoise\:\sBSSE.*



	endOffset

	1



	repeat

	*



	xml:base

	l122.xml







Input



Counterpoise: corrected energy =   -5625.317263873216
Counterpoise: BSSE energy =       0.011608356423






Output text



<comment class="example.output" id="l122">
      <module cmlx:lineCount="2" cmlx:templateRef="l122">
        <scalar dataType="xsd:double" dictRef="g:counterpoiseEnergy">-5625.317263873216</scalar>
        <scalar dataType="xsd:double" dictRef="g:counterpoiseBSSE">0.011608356423</scalar>
      </module>
    </comment>






Template definition



<record id="correctedEnergy">\s+Counterpoise\:\scorrected\senergy\s+\={F,g:counterpoiseEnergy}</record>
<record id="bsseEnergy">\s+Counterpoise\:\s+BSSE\s+energy\s+\={F,g:counterpoiseBSSE}</record>
<transform process="pullup" xpath="./cml:list/cml:scalar" />
<transform process="delete" xpath="./cml:list[count(*)=0]" />
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l9999.final


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l9999.final



	name

	Final structure



	repeat

	*



	pattern

	\s*Final structure.*



	endPattern

	\s*([^ABD][^\d].*)?



	xml:base

	l9999/l9999.final.xml







Input



Final structure in terms of initial Z-matrix:
C
C,1,B1
C,1,B2,2,A1
C,1,B3,2,A2,3,D1,0
C,1,B4,2,A3,3,D2,0
H,1,B14,2,A13,3,D12,0
     Variables:
A10=144.25020869
A11=116.31414116
A12=96.15014513
B1=1.39971945
A9=98.08838206






Output text



<comment class="example.output" id="l9999.final">
    <module cmlx:templateRef="l9999.final">
      <list cmlx:templateRef="atom1">
        <scalar dataType="xsd:string" dictRef="g:elementType">C</scalar>
      </list>
      <list cmlx:templateRef="atom2">
        <list>
          <scalar dataType="xsd:string" dictRef="g:elementType">C</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">1</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">B1</scalar>
        </list>
      </list>
      <list cmlx:templateRef="atom3">
        <list>
          <scalar dataType="xsd:string" dictRef="g:elementType">C</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">1</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">B2</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">2</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">A1</scalar>
        </list>
      </list>
      <list cmlx:templateRef="atom4">
        <list>
          <scalar dataType="xsd:string" dictRef="g:elementType">C</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">1</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">B3</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">2</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">A2</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">3</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">D1</scalar>
          <scalar dataType="xsd:integer" dictRef="g:xxx">0</scalar>
        </list>
        <list>
          <scalar dataType="xsd:string" dictRef="g:elementType">C</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">1</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">B4</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">2</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">A3</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">3</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">D2</scalar>
          <scalar dataType="xsd:integer" dictRef="g:xxx">0</scalar>
        </list>
        <list>
          <scalar dataType="xsd:string" dictRef="g:elementType">H</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">1</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">B14</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">2</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">A13</scalar>
          <scalar dataType="xsd:integer" dictRef="x:atomid">3</scalar>
          <scalar dataType="xsd:string" dictRef="x:varid">D12</scalar>
          <scalar dataType="xsd:integer" dictRef="g:xxx">0</scalar>
        </list>
      </list>
      <map id="variableMap">
        <link to="144.25020869" from="A10" />
        <link to="116.31414116" from="A11" />
        <link to="96.15014513" from="A12" />
        <link to="1.39971945" from="B1" />
        <link to="98.08838206" from="A9" />
      </map>
    </module>
  </comment>






Template definition



<record id="final" />
<record id="atom1">{A,g:elementType}</record>
<record id="atom2" repeat="1">{A,g:elementType},{I,x:atomid},{A,x:varid}</record>
<record id="atom3" repeat="1">{A,g:elementType},{I,x:atomid},{A,x:varid},{I,x:atomid},{A,x:varid}</record>
<record id="atom4" repeat="*">{A,g:elementType},{I,x:atomid},{A,x:varid},{I,x:atomid},{A,x:varid},{I,x:atomid},{A,x:varid},{I,g:xxx}</record>
<record id="variables">\s*Variables:\s*</record>
<record id="map" repeat="*">\s*{A,g:name}\s*=\s*{F,g:value}</record>
<transform process="addMap" xpath="." id="variableMap" from="./cml:list[@cmlx:templateRef='map']/cml:list/cml:scalar[@dictRef='g:name']" to="./cml:list[@cmlx:templateRef='map']/cml:list/cml:scalar[@dictRef='g:value']" />
<transform process="delete" xpath="./cml:list[@cmlx:templateRef='map']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l9999.archive
    

    

   


  

    
      
          
            
  
l9999.archive


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l9999.archive



	name

	Gaussian archive



	repeat

	*



	pattern

	\s*1\\1\\.*



	endPattern

	.*@\s*



	endOffset

	1



	xml:base

	l9999/l9999.archive.xml







Input



1\1\GINC-DEEPTHOUGHT\Freq\RB3LYP\6-31G(d)\C1H4\WWW-DATA\20-Nov-2006\0\
\#N GEOM=ALLCHECK GUESS=READ SCRF=CHECK GENCHK RB3LYP/6-31G(D) FREQ\\C
H4\\0,1\C,0.,0.,0.\H,0.0000000995,0.0000001925,1.09326594\H,1.03074097
99,0.0000001096,-0.3644220738\H,-0.5153703892,-0.8926480531,-0.3644217
759\H,-0.5153706902,0.892647751,-0.3644220902\\Version=x86-Linux-G03Re
vB.04\State=1-A1\HF=-40.5183892\RMSD=8.723e-11\RMSF=8.224e-08\Dipole=0
.,0.,0.\DipoleDeriv=0.0007872,0.,0.,0.,0.0007871,0.,0.,0.,0.0007871,0.
0733391,0.,0.,0.,0.0733391,0.,0.,0.,-0.1472685,-0.1227565,0.,0.0693303
,0.,0.0733391,0.,0.0693303,0.,0.0488271,0.0243152,-0.0849119,-0.034665
1,-0.0849119,-0.0737327,-0.0600418,-0.0346651,-0.0600418,0.0488271,0.0
243151,0.0849119,-0.0346652,0.0849119,-0.0737326,0.0600418,-0.0346652,
0.0600418,0.0488271\Polar=12.3528403,0.,12.3528403,0.,0.,12.3528403\PG
=TD [O(C1),4C3(H1)]\NImag=0\\0.55936081,0.,0.55936081,0.,0.,0.55936081
,-0.04828560,0.,-0.00000003,0.04683066,0.,-0.04828560,-0.00000005,0.,0
.04683066,-0.00000003,-0.00000005,-0.32294941,0.00000003,0.00000005,0.
34888521,-0.29243119,-0.00000003,0.08631853,0.00266595,0.,-0.00067139,
0.31532358,-0.00000003,-0.04828560,0.,0.,-0.00169598,0.,0.00000003,0.0
4683066,0.08631853,0.,-0.07880382,0.03266432,0.,-0.00864527,-0.0949266
1,-0.00000001,0.08039229,-0.10932197,-0.10571814,-0.04315922,-0.000605
50,0.00188877,0.00033570,-0.01277916,-0.02604072,-0.01202812,0.1139538
6,-0.10571814,-0.23139487,-0.07475399,0.00188877,0.00157546,0.00058144
,0.00117778,0.00157546,0.00158693,0.11626084,0.24820043,-0.04315922,-0
.07475399,-0.07880377,-0.01633216,-0.02828814,-0.00864526,0.00463974,0
.01121013,0.00352839,0.04746326,0.08220880,0.08039224,-0.10932205,0.10
571817,-0.04315928,-0.00060550,-0.00188877,0.00033570,-0.01277917,0.02
604071,-0.01202812,0.00875278,-0.01360924,0.00738839,0.11395394,0.1057
1817,-0.23139475,0.07475403,-0.00188877,0.00157547,-0.00058144,-0.0011
7778,0.00157546,-0.00158694,0.01360926,-0.01995648,0.00962320,-0.11626
087,0.24820029,-0.04315928,0.07475403,-0.07880382,-0.01633217,0.028288
13,-0.00864527,0.00463974,-0.01121013,0.00352840,0.00738838,-0.0096231
9,0.00352839,0.04746332,-0.08220885,0.08039230\\0.,0.,0.,0.,0.,0.00000
016,0.00000015,0.,-0.00000005,-0.00000008,-0.00000013,-0.00000005,-0.0
0000008,0.00000013,-0.00000005\\\@






Input



1\1\GINC-NODE14\FOpt\RmPWB95\6-31+G(d,p)\C6H6\CHS60A\20-Dec-2006\0\\#P
 MPWB95/6-31+G(D,P) OPT IOP(3/76=0560004400)\\C6H6\\0,1\C,-1.199436146
,0.000108374,-0.692895244\C,-1.1997870291,0.0000494988,0.6923899408\C,
-0.0003725352,-0.000062626,1.3852181119\C,1.1994361263,-0.0000207388,0
.6928951784\C,1.1997870865,-0.000074954,-0.6923898907\C,0.0003724101,0
.000004154,-1.3852180471\H,-0.0000210567,-0.000012287,-2.464579461\H,2
.1343699613,-0.0001463039,-1.2323375368\H,2.1343258295,-0.0000145518,1
.2322835079\H,0.000021602,-0.0001407185,2.4645795069\H,-2.134370065,0.
0000834863,1.2323373633\H,-2.1343257471,0.0002081267,-1.2322836765\\Ve
rsion=x86-Linux-G03RevB.04\State=1-A\HF=-232.1379445\RMSD=3.238e-09\RM
SF=6.157e-05\Dipole=-0.0000003,-0.0000071,0.0000003\PG=C01 [X(C6H6)]\\
@






Input



1\1\GINC-ALTIX\Force\ROHF\4-31G\C1H3(2)\FRISCH\12-Jun-2010\1\\#p rohf/
4-31g pop=(reg,npa) test force scf=conventional\\Gaussian Test Job 002
 (Part 1): METHYL RADICAL,C3V,2-A-1,UHF/4-31G STRUCTURE using L502\\0,
2\C\X,1,1.\H,1,R,2,A\H,1,R,2,A,3,120.,0\H,1,R,2,A,3,-120.,0\\R=1.07046
\A=90.08384\\Version=IA64L-G09RevB.01\State=2-A1\HF=-39.5017819\RMSD=3
.598e-09\RMSF=6.166e-04\Dipole=0.,0.,-0.0014405\Quadrupole=0.3811032,0
.3811032,-0.7622064,0.,0.,0.\PG=C03V [C3(C1),3SGV(H1)]\\@






Output text



<comment class="example.output" id="l9999.archive">
    <module cmlx:templateRef="l9999.archive">
      <scalar dataType="xsd:string" dictRef="cc:hostname">GINC-DEEPTHOUGHT</scalar>
      <scalar dataType="xsd:string" dictRef="g:operation">Freq</scalar>
      <scalar dataType="xsd:string" dictRef="cc:method">RB3LYP</scalar>
      <scalar dataType="xsd:string" dictRef="cc:basis">6-31G(d)</scalar>
      <scalar dataType="xsd:string" dictRef="cc:jobname">WWW-DATA</scalar>
      <scalar dataType="xsd:date" dictRef="cc:date">2006-11-20T00:00:00Z</scalar>
      <scalar dataType="xsd:string" dictRef="g:zmat">0</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">#N</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">GEOM=ALLCHECK</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">GUESS=READ</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">SCRF=CHECK</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">GENCHK</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">RB3LYP/6-31G(D)</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">FREQ</scalar>
      <scalar dataType="xsd:string" dictRef="cc:title">CH4</scalar>
      <scalar dataType="xsd:string" dictRef="cc:version">x86-Linux-G03RevB.04</scalar>
      <scalar dataType="xsd:string" dictRef="cc:electronicstate">1-A1</scalar>
      <scalar dataType="xsd:double" dictRef="cc:hfenergy" units="nonsi:hartree">-40.5183892</scalar>
      <scalar dataType="xsd:double" dictRef="cc:rmsd" units="nonsi:unknown">8.723E-11</scalar>
      <scalar dataType="xsd:double" dictRef="cc:rmsf" units="nonsi:unknown">8.224E-8</scalar>
      <array dataType="xsd:double" size="3" dictRef="cc:dipole" units="nonsi:debye">0.0 0.0 0.0</array>
      <array dataType="xsd:double" size="45" dictRef="cc:dipolederiv" units="nonsi:unknown">7.872E-4 0.0 0.0 0.0 7.871E-4 0.0 0.0 0.0 7.871E-4 0.0733391 0.0 0.0 0.0 0.0733391 0.0 0.0 0.0 -0.1472685 -0.1227565 0.0 0.0693303 0.0 0.0733391 0.0 0.0693303 0.0 0.0488271 0.0243152 -0.0849119 -0.0346651 -0.0849119 -0.0737327 -0.0600418 -0.0346651 -0.0600418 0.0488271 0.0243151 0.0849119 -0.0346652 0.0849119 -0.0737326 0.0600418 -0.0346652 0.0600418 0.0488271</array>
      <array dataType="xsd:double" size="6" dictRef="cc:polarizability" units="nonsi:unknown">12.3528403 0.0 12.3528403 0.0 0.0 12.3528403</array>
      <scalar dataType="xsd:string" dictRef="cc:pointgroup">TD [O(C1),4C3(H1)]</scalar>
      <array dataType="xsd:double" size="120" dictRef="cc:forceConstants">0.55936081 0.0 0.55936081 0.0 0.0 0.55936081 -0.0482856 0.0 -3.0E-8 0.04683066 0.0 -0.0482856 -5.0E-8 0.0 0.04683066 -3.0E-8 -5.0E-8 -0.32294941 3.0E-8 5.0E-8 0.34888521 -0.29243119 -3.0E-8 0.08631853 0.00266595 0.0 -6.7139E-4 0.31532358 -3.0E-8 -0.0482856 0.0 0.0 -0.00169598 0.0 3.0E-8 0.04683066 0.08631853 0.0 -0.07880382 0.03266432 0.0 -0.00864527 -0.09492661 -1.0E-8 0.08039229 -0.10932197 -0.10571814 -0.04315922 -6.055E-4 0.00188877 3.357E-4 -0.01277916 -0.02604072 -0.01202812 0.11395386 -0.10571814 -0.23139487 -0.07475399 0.00188877 0.00157546 5.8144E-4 0.00117778 0.00157546 0.00158693 0.11626084 0.24820043 -0.04315922 -0.07475399 -0.07880377 -0.01633216 -0.02828814 -0.00864526 0.00463974 0.01121013 0.00352839 0.04746326 0.0822088 0.08039224 -0.10932205 0.10571817 -0.04315928 -6.055E-4 -0.00188877 3.357E-4 -0.01277917 0.02604071 -0.01202812 0.00875278 -0.01360924 0.00738839 0.11395394 0.10571817 -0.23139475 0.07475403 -0.00188877 0.00157547 -5.8144E-4 -0.00117778 0.00157546 -0.00158694 0.01360926 -0.01995648 0.0096232 -0.11626087 0.24820029 -0.04315928 0.07475403 -0.07880382 -0.01633217 0.02828813 -0.00864527 0.00463974 -0.01121013 0.0035284 0.00738838 -0.00962319 0.00352839 0.04746332 -0.08220885 0.0803923</array>
      <array dataType="xsd:double" size="15" dictRef="cc:forces">0.0 0.0 0.0 0.0 0.0 1.6E-7 1.5E-7 0.0 -5.0E-8 -8.0E-8 -1.3E-7 -5.0E-8 -8.0E-8 1.3E-7 -5.0E-8</array>
      <molecule id="mol9999">
        <atomArray>
          <atom id="a1" elementType="C" x3="0.0" y3="0.0" z3="0.0" />
          <atom id="a2" elementType="H" x3="9.95E-8" y3="1.925E-7" z3="1.09326594" />
          <atom id="a3" elementType="H" x3="1.0307409799" y3="1.096E-7" z3="-0.3644220738" />
          <atom id="a4" elementType="H" x3="-0.5153703892" y3="-0.8926480531" z3="-0.3644217759" />
          <atom id="a5" elementType="H" x3="-0.5153706902" y3="0.892647751" z3="-0.3644220902" />
        </atomArray>
        <bondArray>
          <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
          <bond atomRefs2="a1 a3" id="a1_a3" order="S" />
          <bond atomRefs2="a1 a4" id="a1_a4" order="S" />
          <bond atomRefs2="a1 a5" id="a1_a5" order="S" />
        </bondArray>
        <property dictRef="cml:molmass">
          <scalar dataType="xsd:double" units="unit:dalton">16.04246</scalar>
        </property>
      </molecule>
    </module>
  </comment>






Output text



<comment class="example.output" id="l9999.archive.1">
    <module cmlx:templateRef="l9999.archive">
      <scalar dataType="xsd:string" dictRef="cc:hostname">GINC-NODE14</scalar>
      <scalar dataType="xsd:string" dictRef="g:operation">FOpt</scalar>
      <scalar dataType="xsd:string" dictRef="cc:method">RmPWB95</scalar>
      <scalar dataType="xsd:string" dictRef="cc:basis">6-31+G(d,p)</scalar>
      <scalar dataType="xsd:string" dictRef="cc:jobname">CHS60A</scalar>
      <scalar dataType="xsd:date" dictRef="cc:date">2006-12-20T00:00:00Z</scalar>
      <scalar dataType="xsd:string" dictRef="g:zmat">0</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">#PMPWB95/6-31+G(D,P)</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">OPT</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">IOP(3/76=0560004400)</scalar>
      <scalar dataType="xsd:string" dictRef="cc:title">C6H6</scalar>
      <scalar dataType="xsd:string" dictRef="cc:version">x86-Linux-G03RevB.04</scalar>
      <scalar dataType="xsd:string" dictRef="cc:electronicstate">1-A</scalar>
      <scalar dataType="xsd:double" dictRef="cc:hfenergy" units="nonsi:hartree">-232.1379445</scalar>
      <scalar dataType="xsd:double" dictRef="cc:rmsd" units="nonsi:unknown">3.238E-9</scalar>
      <scalar dataType="xsd:double" dictRef="cc:rmsf" units="nonsi:unknown">6.157E-5</scalar>
      <array dataType="xsd:double" size="3" dictRef="cc:dipole" units="nonsi:debye">-3.0E-7 -7.1E-6 3.0E-7</array>
      <scalar dataType="xsd:string" dictRef="cc:pointgroup">C01 [X(C6H6)]</scalar>
      <scalar dataType="xsd:string" dictRef="g:archive">@</scalar>
      <molecule id="mol9999">
        <atomArray>
          <atom id="a1" elementType="C" x3="-1.199436146" y3="1.08374E-4" z3="-0.692895244" />
          <atom id="a2" elementType="C" x3="-1.1997870291" y3="4.94988E-5" z3="0.6923899408" />
          <atom id="a3" elementType="C" x3="-3.725352E-4" y3="-6.2626E-5" z3="1.3852181119" />
          <atom id="a4" elementType="C" x3="1.1994361263" y3="-2.07388E-5" z3="0.6928951784" />
          <atom id="a5" elementType="C" x3="1.1997870865" y3="-7.4954E-5" z3="-0.6923898907" />
          <atom id="a6" elementType="C" x3="3.724101E-4" y3="4.154E-6" z3="-1.3852180471" />
          <atom id="a7" elementType="H" x3="-2.10567E-5" y3="-1.2287E-5" z3="-2.464579461" />
          <atom id="a8" elementType="H" x3="2.1343699613" y3="-1.463039E-4" z3="-1.2323375368" />
          <atom id="a9" elementType="H" x3="2.1343258295" y3="-1.45518E-5" z3="1.2322835079" />
          <atom id="a10" elementType="H" x3="2.1602E-5" y3="-1.407185E-4" z3="2.4645795069" />
          <atom id="a11" elementType="H" x3="-2.134370065" y3="8.34863E-5" z3="1.2323373633" />
          <atom id="a12" elementType="H" x3="-2.1343257471" y3="2.081267E-4" z3="-1.2322836765" />
        </atomArray>
        <bondArray>
          <bond atomRefs2="a1 a2" id="a1_a2" order="D" />
          <bond atomRefs2="a1 a6" id="a1_a6" order="S" />
          <bond atomRefs2="a1 a12" id="a1_a12" order="S" />
          <bond atomRefs2="a2 a3" id="a2_a3" order="S" />
          <bond atomRefs2="a2 a11" id="a2_a11" order="S" />
          <bond atomRefs2="a3 a4" id="a3_a4" order="D" />
          <bond atomRefs2="a3 a10" id="a3_a10" order="S" />
          <bond atomRefs2="a4 a5" id="a4_a5" order="S" />
          <bond atomRefs2="a4 a9" id="a4_a9" order="S" />
          <bond atomRefs2="a5 a6" id="a5_a6" order="D" />
          <bond atomRefs2="a5 a8" id="a5_a8" order="S" />
          <bond atomRefs2="a6 a7" id="a6_a7" order="S" />
        </bondArray>
        <property dictRef="cml:molmass">
          <scalar dataType="xsd:double" units="unit:dalton">78.11184</scalar>
        </property>
      </molecule>
    </module>
  </comment>






Output text



<comment class="example.output" id="l9999.archive.2">
    <module cmlx:templateRef="l9999.archive">
      <scalar dataType="xsd:string">Version=IA64L-G09RevB.01</scalar>
      <scalar dataType="xsd:string">State=2-A1</scalar>
      <scalar dataType="xsd:string">HF=-39.5017819</scalar>
      <scalar dataType="xsd:string">RMSD=3.598e-09</scalar>
      <scalar dataType="xsd:string">RMSF=6.166e-04</scalar>
      <scalar dataType="xsd:string">Dipole=0.,0.,-0.0014405</scalar>
      <scalar dataType="xsd:string">Quadrupole=0.3811032,0.3811032,-0.7622064,0.,0.,0.</scalar>
      <scalar dataType="xsd:string">PG=C03V [C3(C1),3SGV(H1)]</scalar>
      <scalar dataType="xsd:string" dictRef="cc:hostname">GINC-ALTIX</scalar>
      <scalar dataType="xsd:string" dictRef="g:operation">Force</scalar>
      <scalar dataType="xsd:string" dictRef="cc:method">ROHF</scalar>
      <scalar dataType="xsd:string" dictRef="cc:basis">4-31G</scalar>
      <scalar dataType="xsd:string" dictRef="cc:jobname">FRISCH</scalar>
      <scalar dataType="xsd:date" dictRef="cc:date">2010-06-12T00:00:00Z</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">#p</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">rohf/4-31g</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">pop=(reg,npa)</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">test</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">force</scalar>
      <scalar dataType="xsd:string" dictRef="g:keyword">scf=conventional</scalar>
      <scalar dataType="xsd:string" dictRef="cc:title">Gaussian Test Job 002(Part 1): METHYL RADICAL,C3V,2-A-1,UHF/4-31G STRUCTURE using L502</scalar>
      <molecule id="zfinal">
        <zMatrix>
          <length atomRefs2="a2 a1">1.0</length>
          <length atomRefs2="a2 a1">1.07046</length>
          <angle atomRefs3="a2 a1 a3">90.08384</angle>
          <length atomRefs2="a2 a1">1.07046</length>
          <angle atomRefs3="a2 a1 a4">90.08384</angle>
          <torsion atomRefs4="a3 a2 a1 a4">120.0</torsion>
          <length atomRefs2="a2 a1">1.07046</length>
          <angle atomRefs3="a2 a1 a5">90.08384</angle>
          <torsion atomRefs4="a3 a2 a1 a5">-120.0</torsion>
        </zMatrix>
        <atomArray>
          <atom elementType="C" id="a1" x3="1.0" y3="0.0" z3="0.0" />
          <atom elementType="X" id="a2" x3="0.0" y3="0.0" z3="0.0" />
          <atom elementType="H" id="a3" x3="1.0015663864796822" y3="1.0704588539656237" z3="0.0" />
          <atom elementType="H" id="a4" x3="1.0015663864796822" y3="-0.5352294269828116" z3="0.9270445612402068" />
          <atom elementType="H" id="a5" x3="1.0015663864796822" y3="-0.5352294269828116" z3="-0.9270445612402068" />
        </atomArray>
        <formula concise="C 1 H 3" dictRef="cc:formula.user" />
      </molecule>
      <module id="moleculeRoot" />
    </module>
  </comment>






Template definition



<record repeat="*" id="ginc">\s{X,g:ginc1}</record>
<xi:include href="l9999/l9999.archive.toplevel.xml" />
<xi:include href="l9999/l9999.archive.line1.xml" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='g:archive']" />
<xi:include href="l9999/l9999.molecule.xml" />
<xi:include href="l9999/l9999.namevalue.xml" />
<transform process="createArray" xpath=".//cml:scalar[@dictRef='x:Dipole']" splitter="," from="." dictRef="cc:dipole" dataType="xsd:double" />
<transform process="createArray" xpath=".//cml:scalar[@dictRef='x:DipoleDeriv']" splitter="," from="." dictRef="cc:dipolederiv" dataType="xsd:double" />
<transform process="createArray" xpath=".//cml:scalar[@dictRef='x:Polar']" delimiter="|" splitter="," from="." dictRef="cc:polarizability" dataType="xsd:double" />
<transform process="delete" xpath=".//*[not(self::cml:property)]/cml:scalar[not(@dictRef)]" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='cc:atomicNumber']" />
<transform process="moveRelative" xpath=".//cml:list/cml:scalar[@dictRef]" to="./ancestor::cml:module[@cmlx:templateRef='l9999.archive']" />
<transform process="moveRelative" xpath=".//cml:list/cml:array[@dictRef]" to="./ancestor::cml:module[@cmlx:templateRef='l9999.archive']" />
<transform process="moveRelative" xpath=".//cml:list/cml:formula" to="./ancestor::cml:module[@cmlx:templateRef='l9999.archive']" />
<transform process="addDictRef" xpath="./cml:molecule/cml:formula" value="cc:formula.calc" />
<transform process="addDictRef" xpath="./cml:formula" value="cc:formula.user" />
<transform process="move" xpath=".//cml:formula[@dictRef='cc:formula.user']" to=".//cml:molecule" />
<xi:include href="l9999/l9999.archive.addUnits.xml" />
<xi:include href="l9999/l9999.archive.delete.xml" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l9999.punched
    

    

   


  

    
      
          
            
  
l9999.punched


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l9999.punched



	name

	Punched



	repeat

	*



	pattern

	\s*The archive entry for this job was punched.*



	endPattern

	.*



	endOffset

	1



	xml:base

	l9999/l9999.punched.xml







Input



The archive entry for this job was punched.






Output text



<comment class="example.output" id="l9999.punched">
    <module cmlx:templateRef="l9999.punched" />
  </comment>






Template definition



<record id="punched" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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jobcpu


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	jobcpu



	repeat

	*



	pattern

	\s*Job cpu time:.*



	endPattern

	\s*Normal termination.*



	endOffset

	1



	xml:base

	jobcpu.xml







Input



Job cpu time:  0 days  0 hours  0 minutes 12.7 seconds.
File lengths (MBytes):  RWF=     12 Int=      0 D2E=      0 Chk=      7 Scr=      1
Normal termination of Gaussian 03 at Mon Nov 20 14:40:36 2006.






Output text



<comment class="example.output" id="jobcpu">
    <module cmlx:templateRef="jobcpu">
      <scalar dictRef="cc:jobtime" dataType="xsd:string">PT12.700S</scalar>
      <scalar dataType="xsd:date" dictRef="cc:jobdatetime.end">2006-11-20T14:40:36Z</scalar>
      <scalar dataType="xsd:string" dictRef="cc:program">Gaussian 03</scalar>
    </module>
  </comment>






Template definition



<record id="jobcpu">\s*Job cpu time:\s*{X,cc:jobtime}</record>
<record id="files" />
<record id="date">\s*Normal termination of {X,cc:program} at {X,cc:jobdatetime.end}\.\s*</record>
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:jobtime']" format="DHMS" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:jobdatetime.end']" format="EEE MMM d HH:mm:ss yyyy" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:jobdatetime.end']" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:program']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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link.enter


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	link.enter



	repeat

	*



	pattern

	\s*\(Enter.*\)\s*



	endPattern

	.*



	endOffset

	0



	xml:base

	link.enter.xml







Comment



(Enter /usr/local/Gaussian/g03/l103.exe)






Template definition



<record id="enter" repeat="*">\s*\(Enter{A,g:enter}\)\s*</record>








          

      

      

    

  

  
    

    leave
    

    

   


  

    
      
          
            
  
leave


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	leave



	repeat

	*



	pattern

	\s*Leave Link.*



	endPattern

	.*



	endOffset

	0



	xml:base

	link.leave.xml







Comment



Leave Link  101 at Thu Aug 24 15:11:29 2006, MaxMem=    6291456 cpu:       0.1






Template definition



<record id="leave" repeat="*"> Leave Link{A,g:link} at {X,cc:date}, MaxMem={F,cc:maxmem}cpu:{F,cc:cputime}</record>
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l301



	l301.basis

	l301.basis2

	l301.dispersion

	l301.pcm.nonstandard

	l301.pcm.standard








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301



	name

	Generates basis set information



	repeat

	*



	endOffset

	1



	pattern

	\s*((General\sbasis|Basis|Standard basis)\sread\sfrom|Standard basis).*



	endPattern

	\s*(No\sdensity\sbasis|NAtoms|Nuclear\srepulsion|IRadAn|GePol|Two-electron\sintegral).*



	xml:base

	l301a.xml







Comment



Standard basis: 6-31G(d,p) (6D, 7F)
There are    19 symmetry adapted cartesian basis functions of A1  symmetry.
There are     2 symmetry adapted cartesian basis functions of A2  symmetry.
There are     7 symmetry adapted cartesian basis functions of B1  symmetry.
There are     7 symmetry adapted cartesian basis functions of B2  symmetry.
There are    19 symmetry adapted basis functions of A1  symmetry.
There are     2 symmetry adapted basis functions of A2  symmetry.
There are     7 symmetry adapted basis functions of B1  symmetry.
There are     7 symmetry adapted basis functions of B2  symmetry.
35 basis functions,    63 primitive gaussians,    35 cartesian basis functions
7 alpha electrons        7 beta electrons
nuclear repulsion energy        24.2623328806 Hartrees.
NAtoms=    3 NActive=    3 NUniq=    3 SFac= 1.00D+00 NAtFMM=   60 NAOKFM=F Big=F
Integral buffers will be    131072 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned on.






Template definition



<templateList>  <xi:include href="l301/l301.basis.xml" />  <xi:include href="l301/l301.basis2.xml" />  <xi:include href="l301/l301.dispersion.xml" />  <xi:include href="l301/l301.pcm.nonstandard.xml" />  <xi:include href="l301/l301.pcm.standard.xml" />
  </templateList>
<transform process="delete" xpath="//cml:module[@cmlx:templateRef='job'][exists(.//cml:module[@cmlx:templateRef='l103'])]//cml:module[@cmlx:templateRef='l301' ][position() != 1]" />
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l301.basis


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.basis



	name

	basis



	repeat

	*



	pattern

	\s*Standard basis.*



	endPattern

	\s*NAtoms=.*



	endPattern2

	\s*Leave\sLink\s+301\s.*



	endOffset

	1



	xml:base

	l301/l301.basis.xml







Input



Standard basis: 6-31G(d) (6D, 7F)
There are     8 symmetry adapted basis functions of A   symmetry.
There are     5 symmetry adapted basis functions of B1  symmetry.
There are     5 symmetry adapted basis functions of B2  symmetry.
There are     5 symmetry adapted basis functions of B3  symmetry.
Integral buffers will be    262144 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned on.
   23 basis functions,    44 primitive gaussians,    23 cartesian basis functions
    5 alpha electrons        5 beta electrons
      nuclear repulsion energy        13.1577484238 Hartrees.
NAtoms=    5 NActive=    5 NUniq=    2 SFac= 5.66D+00 NAtFMM=   60 Big=F






Input



Standard basis: 3-21G (6D, 7F)
Ernie: Thresh=  0.10000D-02 Tol=  0.10000D-05 Strict=F.
There are     7 symmetry adapted basis functions of AG  symmetry.
There are     0 symmetry adapted basis functions of B1G symmetry.
There are     2 symmetry adapted basis functions of B2G symmetry.
There are     4 symmetry adapted basis functions of B3G symmetry.
There are     0 symmetry adapted basis functions of AU  symmetry.
There are     7 symmetry adapted basis functions of B1U symmetry.
There are     4 symmetry adapted basis functions of B2U symmetry.
There are     2 symmetry adapted basis functions of B3U symmetry.
Integral buffers will be    131072 words long.
Raffenetti 1 integral format.
Two-electron integral symmetry is turned on.
   26 basis functions,    42 primitive gaussians,    26 cartesian basis functions
    8 alpha electrons        8 beta electrons
      nuclear repulsion energy        33.7515964544 Hartrees.

IExCor=    0 DFT=F Ex=HF Corr=None ExCW=0 ScaHFX=  1.000000
ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000
IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0
NAtoms=    6 NActive=    6 NUniq=    2 SFac= 4.00D+00 NAtFMM=   50 NAOKFM=F Big=F






Output text



<comment class="example.output" id="l301.basis">
    <module cmlx:templateRef="l301.basis">
      <scalar dataType="xsd:string" dictRef="cc:basis">6-31G(d)</scalar>
      <scalar dataType="xsd:string" dictRef="cc:diffuse">(6D, 7F)</scalar>
      <list cmlx:lineCount="4" cmlx:templateRef="symmadapt">
        <array dataType="xsd:integer" dictRef="cc:adapted" size="4">8 5 5 5</array>
        <array dataType="xsd:string" dictRef="cc:symm" size="4">A B1 B2 B3</array>
      </list>
      <scalar dataType="xsd:integer" dictRef="g:buffer">262144</scalar>
      <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 2</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoestatus">on</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:basiscount">23</scalar>
      <scalar dataType="xsd:integer" dictRef="g:primbasis">44</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">23</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:alphae">5</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:betae">5</scalar>
      <scalar dataType="xsd:double" dictRef="cc:nucrepener">13.1577484238</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:natoms">5</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">5</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">2</scalar>
      <scalar dataType="xsd:double" dictRef="g:sfac">5.66</scalar>
      <scalar dataType="xsd:integer" dictRef="g:natfmm">60</scalar>
      <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
    </module>
  </comment>






Output text



<comment class="example.output" id="l301.basis.09">
    <module cmlx:templateRef="l301.basis">
      <scalar dataType="xsd:string" dictRef="cc:basis">3-21G</scalar>
      <scalar dataType="xsd:string" dictRef="cc:diffuse">(6D, 7F)</scalar>
      <module cmlx:templateRef="ernie">
        <scalar dataType="xsd:double" dictRef="g:thresh">0.10000e-02</scalar>
        <scalar dataType="xsd:double" dictRef="g:tol">0.10000e-05</scalar>
        <scalar dataType="xsd:string" dictRef="g:strict">F</scalar>
      </module>
      <list cmlx:templateRef="symmadapt">
        <array dataType="xsd:integer" dictRef="cc:adapted" size="8">7 0 2 4 0 7 4 2</array>
        <array dataType="xsd:string" dictRef="cc:symm" size="8">AG B1G B2G B3G AU B1U B2U B3U</array>
      </list>
      <scalar dataType="xsd:integer" dictRef="g:buffer">131072</scalar>
      <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 1</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
      <scalar dataType="xsd:string" dictRef="g:twoestatus">on</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:basiscount">26</scalar>
      <scalar dataType="xsd:integer" dictRef="g:primbasis">42</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">26</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:alphae">8</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:betae">8</scalar>
      <scalar dataType="xsd:double" dictRef="cc:nucrepener">33.7515964544</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:natoms">6</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">6</scalar>
      <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">2</scalar>
      <scalar dataType="xsd:double" dictRef="g:sfac">4.00e+00</scalar>
      <scalar dataType="xsd:integer" dictRef="g:natfmm">50</scalar>
      <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
      <scalar dataType="xsd:string" dictRef="g:misc">IExCor=    0 DFT=F Ex=HF Corr=None ExCW=0 ScaHFX=  1.000000</scalar>
      <scalar dataType="xsd:string" dictRef="g:misc">ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000</scalar>
      <scalar dataType="xsd:string" dictRef="g:misc">IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0</scalar>
    </module>
  </comment>






Template definition



<record id="basis">\s*Standard basis:{A,cc:basis}{X,cc:diffuse}</record>
<templateList id="ernie">  <template pattern="\s*Ernie.*" endPattern=".*" endOffset="0" id="ernie">    <record id="ernie" repeat="*">\s*Ernie: Thresh={E,g:thresh}\s*Tol={E,g:tol}\s*Strict={A,g:strict}\.\s*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
    </template>
  </templateList>
<templateList>  <template pattern="\s*There\sare.*" endPattern="\s*nuclear\srepulsion.*" id="symaddnuc" endOffset="1">    <record id="symmadaptcart" repeat="*" makeArray="true">\s* There are{I,cc:adapted} symmetry adapted cartesian basis functions of{A,cc:symm}symmetry\.\s*</record>    <record id="symmadapt" repeat="*" makeArray="true">\s*There are{I,cc:adapted} symmetry adapted basis functions of{A,cc:symm}symmetry\.\s*</record>    <templateList>      <template pattern="\s*Integral\sbuffers.*" endPattern=".*" endPattern2="~" endOffset="0">        <record id="buffer">\s*Integral buffers will be {I,g:buffer}\s*words long\.\s*</record>        <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>      <template pattern=".*integral\sformat.*" endPattern=".*" endPattern2="~" endOffset="0">        <record id="raff">\s*{X,g:integralformat}\sintegral format\.\s*</record>        <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>      <template pattern=".*integral\ssymmetry.*" endPattern=".*" endPattern2="~" endOffset="0">        <record id="twoe">\s*{X,g:twoe} integral symmetry is turned {X,g:twoestatus}\.\s*</record>        <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>      <template pattern=".*basis\sfunctions\,.*" endPattern="\s*nuclear\srepulsion.*" endPattern2="~" endOffset="1">        <record id="basiscount">\s*{I,cc:basiscount}basis functions,{I,g:primbasis}primitive gaussians,{I,cc:cartesianbasis}cartesian basis functions\s*</record>        <record id="alphabeta">\s*{I,cc:alphae}alpha electrons\s*{I,cc:betae}beta electrons\s*</record>        <record id="nucrep">\s*nuclear repulsion energy\s*{F,cc:nucrepener}Hartrees\.\s*</record>        <transform process="pullup" xpath="./cml:list/cml:list/cml:scalar" repeat="3" />        <transform process="pullup" xpath="./cml:list/cml:scalar" repeat="2" />
        </template>
      </templateList>    <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='symmadaptcart']" />    <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='symmadapt']" />    <transform process="pullup" xpath="./cml:scalar" />

    </template>
  </templateList>
<templateList id="natoms">  <template pattern="\s*NAtoms=.*" repeat="*" endPattern=".*" endPattern2="~" id="natoms">    <record id="natoms" repeat="*">\s*NAtoms={I,cc:natoms}\sNActive={I,cc:nactiveatoms}\sNUniq={I,cc:uniqatoms}\sSFac={E,g:sfac}\sNAtFMM={I,g:natfmm}.*\sBig={A,g:big}\s*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
    </template>
  </templateList>
<templateList id="misc">  <template pattern="\s*((IExCor)|(ScaDFX)|(IRadAn)).*" repeat="*" endPattern=".*" endPattern2="~" id="misc">    <record id="misc">\s*{X,g:misc}\s*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
    </template>
  </templateList>
<transform process="pullup" xpath="./cml:list[@cmlx:templateRef='basis']/cml:list/cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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l301.basis2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.basis2



	name

	l301.basis2



	pattern

	\s+General\sbasis\sread\sfrom\scards.*



	endPattern

	\s*NAtoms=.*



	repeat

	*



	endOffset

	1



	xml:base

	l301/l301.basis2.xml







Comment



symmadapt can not appear in result, so we add a conditional template, then gather this two modules into one






Input



General basis read from cards:  (5D, 7F)
Centers:   1
sto-3g
******
Centers:   2
6-31g
******
Ernie: Thresh=  0.10000D-02 Tol=  0.10000D-05 Strict=F.





Integral buffers will be    131072 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned off.
    3 basis functions,     7 primitive gaussians,     3 cartesian basis functions
    1 alpha electrons        1 beta electrons
      nuclear repulsion energy         0.8819620143 Hartrees.



Integral buffers will be    131072 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned on.
  305 basis functions,   554 primitive gaussians,   322 cartesian basis functions
   64 alpha electrons       64 beta electrons
      nuclear repulsion energy      1179.5598964811 Hartrees.

IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000
ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000
IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0
NAtoms=    2 NActive=    2 NUniq=    2 SFac= 7.50D-01 NAtFMM=   80 NAOKFM=F Big=F






Input



General basis read from cards:  (5D, 7F)
 Centers:   1
 lanl2dz
 ****
 Centers:   5  6
 lanl2dz
 D 1 1.00
     Exponent=  3.8700000000D-01 Coefficients=  1.0000000000D+00
 ****
 Centers:   3 10 11 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36
 Centers:  37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56
 Centers:  57 58 59 60 61 62 63 64 65 X 102 103 104 106 108  2 12 13 14 15
 Centers:  16 17 18 19 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81
 Centers:  82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99100105
 Centers: 107109110111  4  7  8  9
 6-31g(d,p)
 ****
 Ernie: Thresh=  0.10000D-02 Tol=  0.10000D-05 Strict=F.
 Ernie:  1 primitive shells out of 250 were deleted.
 ======================================================================================================
                                       Pseudopotential Parameters
 ======================================================================================================
  Center     Atomic      Valence      Angular      Power
  Number     Number     Electrons     Momentum     of R      Exponent        Coefficient   SO-Coeffient
 ======================================================================================================
    1         45           17
                                      F and up
                                                     0      600.3243032       -0.05389580    0.00000000
                                                     1      157.6910176      -20.13162820    0.00000000
                                                     2       49.8841995     -105.36541210    0.00000000
                                                     2       15.5966895      -42.32743700    0.00000000
                                                     2        5.5099296       -3.66540430    0.00000000
                                      S - F
                                                     0       59.3442526        2.97537280    0.00000000
                                                     1       83.7426061       25.12303060    0.00000000
                                                     2       18.4530248      626.09261450    0.00000000
                                                     2       12.4194606     -812.25493850    0.00000000
                                                     2        8.8172913      467.37293400    0.00000000
                                      P - F
                                                     0       53.4309068        4.95372130    0.00000000
                                                     1       65.6671843       20.48711160    0.00000000
                                                     2       16.8369862      598.01201390    0.00000000
                                                     2       11.3042136     -718.40590280    0.00000000
                                                     2        8.0312444      382.81731510    0.00000000
                                      D - F
                                                     0       64.3993653        3.02795320    0.00000000
                                                     1       43.4625053       24.75265160    0.00000000
                                                     2       19.4020301      142.68442890    0.00000000
                                                     2        4.6879328       32.14068570    0.00000000
    2          1
                                   No pseudopotential on this center.
    3          6
                                   No pseudopotential on this center.
    4          8
                                   No pseudopotential on this center.
    5         15            5
                                      D and up
                                                     1      462.1211423      -10.00000000    0.00000000
                                                     2       93.6863701      -79.48646580    0.00000000
                                                     2       21.2349094      -28.36682510    0.00000000
                                                     2        6.3388415       -9.85775890    0.00000000
                                                     2        2.0620684       -1.01637830    0.00000000
                                      S - D
                                                     0       78.0831823        3.00000000    0.00000000
                                                     1       58.9576810       12.91041540    0.00000000
                                                     2       36.0571255      150.02502980    0.00000000
                                                     2       11.2464453       71.70831460    0.00000000
                                                     2        2.6757561       23.03970120    0.00000000
    ...
    ======================================================================================================
     There are   305 symmetry adapted basis functions of A   symmetry.
     Integral buffers will be    131072 words long.
     Raffenetti 2 integral format.
     Two-electron integral symmetry is turned on.
       305 basis functions,   554 primitive gaussians,   322 cartesian basis functions
        64 alpha electrons       64 beta electrons
           nuclear repulsion energy      1179.5598964811 Hartrees.
     IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000
     ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000
     IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0
     NAtoms=  111 NActive=   31 NUniq=   31 SFac= 7.50D-01 NAtFMM=   80 NAOKFM=F Big=F






Output text



<comment class="example.output" id="l301.basis2">
           <module cmlx:lineCount="18" cmlx:templateRef="l301.basis2">
               <scalar dataType="xsd:string" dictRef="cc:diffuse">(5D, 7F)</scalar>
               <module cmlx:lineCount="3" cmlx:templateRef="centers">
                <array dataType="xsd:integer" dictRef="cc:atomcount" size="1">1</array>
                <scalar dataType="xsd:string" dictRef="cc:basis">sto-3g</scalar>
               </module>
               <module cmlx:lineCount="3" cmlx:templateRef="centers">
                <array dataType="xsd:integer" dictRef="cc:atomcount" size="1">2</array>
                <scalar dataType="xsd:string" dictRef="cc:basis">6-31g</scalar>
               </module>
               <module cmlx:lineCount="1" cmlx:templateRef="ernie">
                <scalar dataType="xsd:double" dictRef="g:thresh">0.001</scalar>
                <scalar dataType="xsd:double" dictRef="g:tol">1.0E-6</scalar>
                <scalar dataType="xsd:string" dictRef="g:strict">F</scalar>
               </module>
               <module cmlx:lineCount="6" cmlx:templateRef="symaddnuc">
                <scalar dataType="xsd:integer" dictRef="g:buffer">131072</scalar>
                <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 2</scalar>
                <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
                <scalar dataType="xsd:string" dictRef="x:symmetrystatus">off</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:basiscount">3</scalar>
                <scalar dataType="xsd:integer" dictRef="g:primbasis">7</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">3</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:alphae">1</scalar>
                <scalar dataType="xsd:integer" dictRef="cc:betae">1</scalar>
                <scalar dataType="xsd:double" dictRef="cc:nucrepener">0.8819620143</scalar>
               </module>
                <scalar dataType="xsd:string" dictRef="g:misc">IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000</scalar>
                <scalar dataType="xsd:string" dictRef="g:misc">ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000</scalar>
                <scalar dataType="xsd:string" dictRef="g:misc">IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0</scalar>
               <module cmlx:lineCount="1" cmlx:templateRef="natoms">
                <list cmlx:templateRef="natoms">
                 <list>
                  <scalar dataType="xsd:integer" dictRef="cc:natoms">2</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">2</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">2</scalar>
                  <scalar dataType="xsd:double" dictRef="g:sfac">0.75</scalar>
                  <scalar dataType="xsd:integer" dictRef="g:natfmm">80</scalar>
                  <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
                 </list>
                </list>
               </module>
              </module>
    </comment>






Output text



<comment class="example.output" id="l301.basis2a">
          <module cmlx:lineCount="80" cmlx:templateRef="l301.basis2">
           <scalar dataType="xsd:string" dictRef="cc:diffuse">(5D, 7F)</scalar>
           <module cmlx:lineCount="3" cmlx:templateRef="centers">
            <array dataType="xsd:integer" dictRef="cc:atomcount" size="1">1</array>
            <scalar dataType="xsd:string" dictRef="cc:basis">lanl2dz</scalar> ****
            </module>
           <module cmlx:lineCount="5" cmlx:templateRef="centers">
            <array dataType="xsd:integer" dictRef="cc:atomcount" size="2">5 6</array>
            <scalar dataType="xsd:string" dictRef="cc:basis">lanl2dz</scalar>
            <list cmlx:templateRef="shell">
             <scalar dataType="xsd:string" dictRef="x:itype">D</scalar>
             <scalar dataType="xsd:integer" dictRef="x:ngauss">1</scalar>
             <scalar dataType="xsd:double" dictRef="x:scale">1.0</scalar>
             <array dataType="xsd:double" dictRef="x:exponent" size="1">0.387</array>
             <array dataType="xsd:double" dictRef="x:coeficient" size="1">1.0</array>
            </list>
           </module>
           <module cmlx:lineCount="8" cmlx:templateRef="centers">
            <array dataType="xsd:integer" dictRef="cc:atomcount" size="108">3 10 11 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 12 102 103 104 106 108 2 12 13 14 15 16 17 18 19 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 105 107 109 110 111 4 7 8 9</array>
            <scalar dataType="xsd:string" dictRef="cc:basis">6-31g(d,p)</scalar>
           </module>
           <module cmlx:lineCount="1" cmlx:templateRef="ernie">
            <scalar dataType="xsd:double" dictRef="g:thresh">0.001</scalar>
            <scalar dataType="xsd:double" dictRef="g:tol">1.0E-6</scalar>
            <scalar dataType="xsd:string" dictRef="g:strict">F</scalar>
           </module>
           <module cmlx:lineCount="1" cmlx:templateRef="erniedeleted">
            <list cmlx:templateRef="deleted">
             <list>
              <scalar dataType="xsd:integer" dictRef="g:erniedeleted">1</scalar>
              <scalar dataType="xsd:integer" dictRef="g:ernietotal">250</scalar>
             </list>
            </list>
           </module>
            <module cmlx:templateRef="pseudopot">
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">45</scalar>
                  <scalar dataType="xsd:integer" dictRef="x:valelectrons">17</scalar>
                  <module cmlx:templateRef="header">
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">F and up</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">600.3243032 157.6910176 49.8841995 15.5966895 5.5099296</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">-0.05389580 -20.13162820 -105.36541210 -42.32743700 -3.66540430</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">S - F</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">59.3442526 83.7426061 18.4530248 12.4194606 8.8172913</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">2.97537280 25.12303060 626.09261450 -812.25493850 467.37293400</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">P - F</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">53.4309068 65.6671843 16.8369862 11.3042136 8.0312444</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">4.95372130 20.48711160 598.01201390 -718.40590280 382.81731510</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">D - F</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="4">0 1 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="4">64.3993653 43.4625053 19.4020301 4.6879328</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="4">3.02795320 24.75265160 142.68442890 32.14068570</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="4">0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                  </module>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">1</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:nopseudo">No pseudopotential on this center.</scalar>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">6</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:nopseudo">No pseudopotential on this center.</scalar>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">8</scalar>
                  <scalar dataType="xsd:string" dictRef="cc:nopseudo">No pseudopotential on this center.</scalar>
               </module>
               <module cmlx:templateRef="atom">
                  <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                  <scalar dataType="xsd:integer" dictRef="cc:elementType">15</scalar>
                  <scalar dataType="xsd:integer" dictRef="x:valelectrons">5</scalar>
                  <module cmlx:templateRef="header">
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">D and up</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">1 2 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">462.1211423 93.6863701 21.2349094 6.3388415 2.0620684</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">-10.00000000 -79.48646580 -28.36682510 -9.85775890 -1.01637830</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                     <module cmlx:templateRef="params">
                        <scalar dataType="xsd:string" dictRef="cc:angmomentum">S - D</scalar>
                        <array dataType="xsd:integer" dictRef="g:powerofr" size="5">0 1 2 2 2</array>
                        <array dataType="xsd:double" dictRef="cc:basisexponent" size="5">78.0831823 58.9576810 36.0571255 11.2464453 2.6757561</array>
                        <array dataType="xsd:double" dictRef="cc:expcoeff" size="5">3.00000000 12.91041540 150.02502980 71.70831460 23.03970120</array>
                        <array dataType="xsd:double" dictRef="g:socoeff" size="5">0.00000000 0.00000000 0.00000000 0.00000000 0.00000000</array>
                     </module>
                  </module>
               </module>
            </module>
           <module cmlx:lineCount="6" cmlx:templateRef="symaddnuc">
            <scalar dataType="xsd:integer" dictRef="g:buffer">131072</scalar>
            <scalar dataType="xsd:string" dictRef="g:integralformat">Raffenetti 2</scalar>
            <scalar dataType="xsd:string" dictRef="g:twoe">Two-electron</scalar>
            <scalar dataType="xsd:string" dictRef="x:symmetrystatus">on</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:basiscount">305</scalar>
            <scalar dataType="xsd:integer" dictRef="g:primbasis">554</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:cartesianbasis">322</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:alphae">64</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:betae">64</scalar>
            <scalar dataType="xsd:double" dictRef="cc:nucrepener">1179.5598964811</scalar>
            <array dataType="xsd:integer" dictRef="cc:adapted" size="1">305</array>
            <array dataType="xsd:string" dictRef="cc:symm" size="1">A</array>
           </module>
           <scalar dataType="xsd:string" dictRef="g:misc">IExCor=  404 DFT=T Ex=B Corr=P86 ExCW=0 ScaHFX=  0.000000</scalar>
           <scalar dataType="xsd:string" dictRef="g:misc">ScaDFX=  1.000000  1.000000  1.000000  1.000000 ScalE2=  1.000000  1.000000</scalar>
           <scalar dataType="xsd:string" dictRef="g:misc">IRadAn=      0 IRanWt=     -1 IRanGd=            0 ICorTp=0</scalar>
           <module cmlx:lineCount="1" cmlx:templateRef="natoms">
            <list cmlx:templateRef="natoms">
             <list>
              <scalar dataType="xsd:integer" dictRef="cc:natoms">111</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:nactiveatoms">31</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:uniqatoms">31</scalar>
              <scalar dataType="xsd:double" dictRef="g:sfac">0.75</scalar>
              <scalar dataType="xsd:integer" dictRef="g:natfmm">80</scalar>
              <scalar dataType="xsd:string" dictRef="g:big">F</scalar>
             </list>
            </list>
           </module>
          </module>
    </comment>






Template definition



<record id="diffuse">\s+General\sbasis\sread\sfrom\scards\:\s+{X,cc:diffuse}</record>
<transform process="pullup" xpath="./cml:list/cml:scalar[@dictRef='cc:diffuse']" />
<templateList>  <template id="centers" pattern="\s+Centers\:\s{1,3}\S.*" endPattern="\s+\*\*\*\*.*" endOffset="1" repeat="*">    <record id="atomcount" repeat="*" makeArray="true">\s+Centers\:\s+{1_20I3,cc:atomcount}\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/cml:array" />    <templateList>      <template id="basis" pattern="\s+\S+\s*" endPattern=".*" endOffset="0">        <record id="basis">{X,cc:basis}</record>        <transform process="pullup" xpath="./cml:list/cml:scalar" repeat="2" />
                </template>      <template id="shell" pattern="\s+\S+\s+\S+\s+\S+\s*" endPattern="\s+\S+\s+\S+\s+\S+\s*" endPattern2="\s+\*\*\*\*.*" endOffset="0" repeat="*">        <record id="shell">{A,x:itype}{I,x:ngauss}{F,x:scale}</record>        <record id="shell1" repeat="*" makeArray="true">\s+Exponent\={E,x:exponent}Coefficients\={E,x:coeficient}</record>        <transform process="move" to="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell1']/*" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']/cml:list/cml:scalar" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" />
                </template>
            </templateList>
        </template>  <template id="centers" pattern="\s+Centers\:\s{4,}\S.*" endPattern="\s+\*\*\*\*.*" endOffset="1" repeat="*">    <record id="atomcount" repeat="*" makeArray="true">\s+Centers\:\s{1_10I7,cc:atomcount}\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/cml:array" />    <templateList>      <template id="basis" pattern="\s+\S+\s*" endPattern=".*" endOffset="0">        <record id="basis">{X,cc:basis}</record>        <transform process="pullup" xpath="./cml:list/cml:scalar" repeat="2" />
                </template>      <template id="shell" pattern="\s+\S+\s+\S+\s+\S+\s*" endPattern="\s+\S+\s+\S+\s+\S+\s*" endPattern2="\s+\*\*\*\*.*" endOffset="0" repeat="*">        <record id="shell">{A,x:itype}{I,x:ngauss}{F,x:scale}</record>        <record id="shell1" repeat="*" makeArray="true">\s+Exponent\={E,x:exponent}Coefficients\={E,x:coeficient}</record>        <transform process="move" to="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell1']/*" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']/cml:list/cml:scalar" />        <transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='shell']" />
                </template>
            </templateList>
        </template>
    </templateList>
<templateList>  <template id="ernie" pattern="\s*Ernie.*" endPattern=".*">    <record id="ernie" repeat="*">\s*Ernie:\sThresh={E,g:thresh}\s*Tol={E,g:tol}\s*Strict={A,g:strict}\.\s*</record>
        </template>  <template id="erniedeleted" pattern="\sErnie\:\s+\d+\s+primitive\sshells.*deleted.*" endPattern=".*" endOffset="0">    <record id="deleted">\sErnie\:{I,g:erniedeleted}primitive\sshells\sout\sof{I,g:ernietotal}were\sdeleted\.\s*</record>
        </template>
    </templateList>
<transform process="pullup" xpath="./descendant-or-self::cml:list[@cmlx:templateRef='ernie']//cml:scalar" repeat="2" />
<templateList>  <template id="pseudopot" pattern="\s*\=+\s*$\s+Pseudopotential\s+Parameters\s*$\s*\=+\s*" endPattern=".*(on\sthis\scenter\.|\d)$\s*\=+\s*" endOffset="1">    <templateList>      <template id="atom" pattern="\s{1,4}\d+\s+\d+.*" endPattern="(\s{1,4}\d+.*|\s*\=+\s*)" endPattern2="~" endOffset="0" repeat="*">        <templateList>          <template id="header" pattern="\s+\d+\s+\d+\s*" endPattern="\s+No\spseudopotential\son\sthis\scenter.*" endPattern2="~" endOffset="1">            <record id="header">{I,cc:serial}{I,cc:elementType}</record>            <record id="nopseudo">{X,cc:nopseudo}</record>
                        </template>          <template id="header" pattern="\s+\d+\s+\d+\s+\d+\s*" endPattern="~" endOffset="1">            <record id="header">{I,cc:serial}{I,cc:elementType}{I,x:valelectrons}</record>            <templateList>              <template id="params" pattern="\s{30,}[A-Za-z]+.*" endPattern=".*$\s{30,}[A-Za-z]+.*" endPattern2="~" endOffset="1" repeat="*">                <record id="angmomentum">{X,cc:angmomentum}</record>                <record id="values" repeat="*" makeArray="true">{I,g:powerofr}{F,cc:basisexponent}{F,cc:expcoeff}{F,g:socoeff}</record>
                                </template>
                            </templateList>
                        </template>
                    </templateList>
                </template>
            </templateList>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:serial' or @dictRef='cc:elementType' or @dictRef='x:valelectrons']" repeat="3" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:nopseudo']" repeat="2" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:angmomentum']" />    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>
    </templateList>
<templateList id="symadnucl">  <template pattern="\s*There\sare.*" endPattern="\s+((?!(There)).)*" id="symmadapt" endOffset="0">    <record id="symmadapt" repeat="*" makeArray="true">\s*There\sare{I,cc:adapted}\ssymmetry\sadapted\sbasis\sfunctions\sof{A,cc:symm}symmetry\.\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/*" />
        </template>  <template pattern="\s*Integral\sbuffers\swill\sbe.*" endPattern="\s*nuclear repulsion.*" id="symaddnuc" endOffset="1">    <record id="buffer">\s*Integral\sbuffers\swill\sbe{I,g:buffer}\s*words\slong\.\s*</record>    <record id="raff">\s*{X,g:integralformat}\sintegral\sformat\.\s*</record>    <record id="twoe">\s*{X,g:twoe}\sintegral\ssymmetry\sis\sturned{X,x:symmetrystatus}\.\s*</record>    <record id="basiscount">\s*{I,cc:basiscount}basis\sfunctions,{I,g:primbasis}primitive\sgaussians,{I,cc:cartesianbasis}cartesian\sbasis\sfunctions\s*</record>    <record id="alphabeta">\s*{I,cc:alphae}alpha\selectrons\s*{I,cc:betae}beta\selectrons\s*</record>    <record id="nucrep">\s*nuclear\srepulsion\senergy\s*{F,cc:nucrepener}Hartrees\.\s*</record>    <transform process="pullup" xpath="./descendant-or-self::cml:list/*" />
        </template>  <template id="dispersion" pattern="\s+R6Disp.*" endPattern=".*" repeat="*">    <record>\s+R6Disp:{X,g:empdispersion}Dispersion\senergy={F,g:dispenergy}Hartrees.*</record>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='g:dispenergy']" units="nonsi:hartree" />
        </template>
    </templateList>
<transform process="move" xpath="./descendant-or-self::cml:module[@cmlx:templateRef='symmadapt']/*" to="./descendant-or-self::cml:module[@cmlx:templateRef='symaddnuc']" />
<transform process="delete" xpath="./descendant-or-self::cml:module[@cmlx:templateRef='symmadapt'][count(*)=0]" />
<templateList id="misc">  <template pattern="\s*((IExCor)|(ScaDFX)|(IRadAn)).*" repeat="*" endPattern=".*" id="misc">    <record id="misc">\s*{X,g:misc}\s*</record>    <transform process="pullup" xpath="./cml:list/*" repeat="2" />
        </template>
    </templateList>
<templateList id="natoms">  <template pattern="\s*NAtoms=.*" endPattern=".*" endPattern2="~" repeat="*" id="natoms">    <record id="natoms" repeat="*">\s*NAtoms={I,cc:natoms}\sNActive={I,cc:nactiveatoms}\sNUniq={I,cc:uniqatoms}\sSFac={E,g:sfac}\sNAtFMM={I,g:natfmm}.*\sBig={A,g:big}\s*</record>
        </template>
    </templateList>
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:module[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:module[@cmlx:templateRef='NULL_ID']" />
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Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.dispersion



	pattern

	\s+R6Disp.*



	endPattern

	.*



	endOffset

	0



	xml:base

	l301/l301.dispersion.xml







Input



>
 R6Disp:  Grimme-D3 Dispersion energy=       -0.0624258977 Hartrees.






Input



.. warning::






Current template has input comments defined but it’s output is missing, please notify software developers.





Template definition



<record>\s+R6Disp:{X,g:empdispersion}Dispersion\senergy={F,g:dispenergy}Hartrees.*</record>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='g:dispenergy']" value="nonsi:hartree" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    l301.pcm.nonstandard
    

    

   


  

    
      
          
            
  
l301.pcm.nonstandard


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.pcm.nonstandard



	pattern

	\sUsing\sthe\sfollowing\snon\-standard\sinput\sfor\sPCM:.*



	endPattern

	\s*\-\-\-\send\sof\snon\-standard\sinput\..*



	name

	Polarizable continuum model - nonstandard



	endOffset

	1



	repeat

	*



	xml:base

	l301/l301.pcm.nonstandard.xml







Input



Using the following non-standard input for PCM:
EPS=37.8
RSOLV=2.642
SPHEREONH=25
SPHEREONH=26
SPHEREONH=27
SPHEREONH=28
SPHEREONH=29
SPHEREONH=30
SPHEREONH=31
SPHEREONH=32
SPHEREONH=33
SPHEREONH=34
SPHEREONH=35
SPHEREONH=36
SPHEREONH=37
SPHEREONH=38
SPHEREONH=39
SPHEREONH=40
SPHEREONH=41
SPHEREONH=42
SPHEREONH=43
SPHEREONH=44
SPHEREONH=45
--- end of non-standard input.






Output text



<comment class="example.output" id="l301.pcm.nonstandard1">
        <module cmlx:lineCount="25" cmlx:templateRef="l301.pcm.nonstandard">
            <scalar dataType="xsd:double" dictRef="cc:eps">37.8</scalar>
            <scalar dataType="xsd:double" dictRef="cc:rsolv" units="nonsi:angstrom">2.642</scalar>
            <array dataType="xsd:integer" size="21" dictRef="cc:sphereonh">25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45</array>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record id="eps">\s+EPS\={F,cc:eps}</record>
<record id="rsolv">\s+RSOLV\={F,cc:rsolv}</record>
<record id="sphereonh" repeat="*">\s+SPHEREONH\={I,cc:sphereonh}</record>
<record repeat="1" />
<transform process="createArray" xpath="." from="./descendant-or-self::cml:scalar[@dictRef='cc:sphereonh']" />
<transform process="pullup" xpath="./cml:list/*" repeat="1" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:rsolv']" value="nonsi:angstrom" />








          

      

      

    

  

  
    

    l301.pcm.standard
    

    

   


  

    
      
          
            
  
l301.pcm.standard


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l301.pcm.standard



	pattern

	\sPolarizable\sContinuum\sModel\s+\(PCM\).*



	endPattern

	\s*\-+.*



	name

	Polarizable continuum model - standard



	endOffset

	1



	repeat

	*



	xml:base

	l301/l301.pcm.standard.xml







Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : UA0 (Simple United Atom Topological Model).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity               : GePol (RMin=0.200 OFac=0.890).
                       Default sphere list used, NSphG=   54.
                       Tesserae with average area of 0.200 Ang**2.
Solvent              : Acetone, Eps     =  20.700000
                              Eps(inf)=   1.841000
                              RSolv   =   2.380000 Ang.
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : UA0 (Simple United Atom Topological Model).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity               : GePol (RMin=0.200 OFac=0.890).
                       Default sphere list used, NSphG=   45.
                       Tesserae with average area of 0.200 Ang**2.
Solvent              : non-standard Water,
                       Eps                           =  37.800000
                       Eps(infinity)                 =   1.776000
                       d(Eps)/dT                     =  -0.356200 K**-1
                       Molar volume                  =  18.070000 Ang**3
                       Numeral density               =   0.033480 Ang**-3
                       Absolute temperature          = 298.150000 K
                       Thermal expansion coefficient =   0.000257 K**-1
                       RSolv                         =   2.642000 Ang.
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : SMD-Coulomb.
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity type          : VdW (van der Waals Surface) (Alpha=1.000).
Cavity algorithm     : GePol (No added spheres)
                       Default sphere list used, NSphG=    2.
                       Lebedev-Laikov grids with approx.  5.0 points / Ang**2.
                       Smoothing algorithm: Karplus/York (Gamma=1.0000).
                       Polarization charges: spherical gaussians, with
                                             point-specific exponents (IZeta= 3).
                       Self-potential: point-specific (ISelfS= 7).
                       Self-field    : sphere-specific E.n sum rule (ISelfD= 2).
1st derivatives      : Analytical E(r).r(x)/FMM algorithm (CHGder, D1EAlg=3).
                       Cavity 1st derivative terms included.
Solvent              : Water, Eps=  78.355300 Eps(inf)=   1.777849
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : C-PCM.
Atomic radii         : UFF (Universal Force Field).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity type          : Scaled VdW (van der Waals Surface) (Alpha=1.100).
Cavity algorithm     : GePol (No added spheres)
                       Default sphere list used, NSphG=    2.
                       Lebedev-Laikov grids with approx.  5.0 points / Ang**2.
                       Smoothing algorithm: Karplus/York (Gamma=1.0000).
                       Polarization charges: spherical gaussians, with
                                             point-specific exponents (IZeta= 3).
                       Self-potential: point-specific (ISelfS= 7).
                       Self-field    : sphere-specific E.n sum rule (ISelfD= 2).
1st derivatives      : Analytical E(r).r(x)/FMM algorithm (CHGder, D1EAlg=3).
                       Cavity 1st derivative terms included.
Solvent              : Water, Eps=  78.355300 Eps(inf)=   1.777849
------------------------------------------------------------------------------






Input



Polarizable Continuum Model (PCM)
=================================
Model                : PCM.
Atomic radii         : UFF (Universal Force Field).
Polarization charges : Total charges.
Charge compensation  : None.
Solution method      : Matrix inversion.
Cavity type          : Scaled VdW (van der Waals Surface) (Alpha=1.100).
Cavity algorithm     : GePol (No added spheres)
                       Default sphere list used, NSphG=    2.
                       Lebedev-Laikov grids with approx.  5.0 points / Ang**2.
                       Smoothing algorithm: Karplus/York (Gamma=1.0000).
                       Polarization charges: spherical gaussians, with
                                             point-specific exponents (IZeta= 3).
                       Self-potential: point-specific (ISelfS= 7).
                       Self-field    : sphere-specific E.n sum rule (ISelfD= 2).
1st derivatives      : Analytical E(r).r(x)/FMM algorithm (CHGder, D1EAlg=3).
                       Cavity 1st derivative terms included.
Solvent              : Water, Eps=  78.355300 Eps(inf)=   1.777849
------------------------------------------------------------------------------






Output text



<comment class="example.output" id="l301.pcm.standard1">
        <module cmlx:lineCount="14" cmlx:templateRef="l301.pcm.standard">
             <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
             <scalar dataType="xsd:string" dictRef="g:atomicradii">UA0</scalar>
             <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
             <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
             <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
             <scalar dataType="xsd:string" dictRef="g:solvent">Acetone</scalar>
             <scalar dataType="xsd:double" dictRef="g:eps">20.7</scalar>
             <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.841</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard2">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">UA0</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">non-standard Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">37.8</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.776</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard3">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">SMD-Coulomb.</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">78.3553</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.777849</scalar>
        </module>

    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard4">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">C-PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">UFF</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">78.3553</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.777849</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="l301.pcm.standard5">
        <module cmlx:lineCount="20" cmlx:templateRef="l301.pcm.standard">
            <scalar dataType="xsd:string" dictRef="g:model">PCM</scalar>
            <scalar dataType="xsd:string" dictRef="g:atomicradii">UFF</scalar>
            <scalar dataType="xsd:string" dictRef="g:polarcharges">Total charges</scalar>
            <scalar dataType="xsd:string" dictRef="g:chargecompensation">None</scalar>
            <scalar dataType="xsd:string" dictRef="g:solutionmethod">Matrix inversion</scalar>
            <scalar dataType="xsd:string" dictRef="g:solvent">Water</scalar>
            <scalar dataType="xsd:double" dictRef="g:eps">78.3553</scalar>
            <scalar dataType="xsd:double" dictRef="g:epsinfinity">1.777849</scalar>
        </module>
    </comment>






Template definition



<record repeat="2" />
<record id="model">\sModel\s+\:\s*{X,g:model}\..*</record>
<record id="atomicradii">\sAtomic\sradii\s+\:\s*{A,g:atomicradii}\.*\s*(\(.*\))*\.*\s*</record>
<record id="polarcharges">\sPolarization\scharges\s+\:\s*{X,g:polarcharges}\.\s*</record>
<record id="chargecompensation">\sCharge\scompensation\s+\:\s*{X,g:chargecompensation}\.\s*</record>
<record id="solutionmethod">\sSolution\smethod\s+\:\s*{X,g:solutionmethod}\.\s*</record>
<templateList>  <template pattern="\s+Solvent.*Eps.*Eps.*" endPattern=".*" endOffset="0" repeat="*">    <record id="solventeps">\s+Solvent\s+\:{X,g:solvent},\s+Eps\s*\=\s*{F,g:eps}\s*Eps\(inf\)\=\s*{F,g:epsinfinity}\s*</record>
        </template>  <template pattern="\s+Solvent\s+\:\s+.*Eps.*" endPattern=".*" endOffset="0">    <record id="solventeps">\s+Solvent\s+\:\s+{X,g:solvent},\s+Eps\s+\=\s+{F,g:eps}</record>
        </template>  <template pattern="^\s+Solvent((?!Eps).)*$" endPattern=".*" endOffset="0">    <record id="solvent">\s+Solvent\s*\:\s*{X,g:solvent}\s*,.*</record>
        </template>  <template pattern="\s+Eps\s*\=.*" endPattern=".*" endOffset="0">    <record id="eps">\s+Eps\s*\={F,g:eps}</record>
        </template>  <template pattern="\s+Eps\(inf.*" endPattern=".*" endOffset="0">    <record id="epsinfinity">.*\={F,g:epsinfinity}</record>
        </template>  <template pattern="^(?!(\s*Solvent)|(\s*Eps)).*" endPattern=".*" endPattern2="~" repeat="*" endOffset="0">    <record />
        </template>
    </templateList>
<transform process="pullup" xpath="./cml:module/cml:list/cml:list/cml:scalar" />
<transform process="pullup" xpath="./cml:module/cml:list/cml:scalar" repeat="2" />
<transform process="pullup" xpath="./cml:list/cml:scalar" repeat="1" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:list[count(*)=0]" />
<transform process="delete" xpath="./descendant-or-self::cml:module[count(*)=0]" />
<transform process="delete" xpath="./cml:module[@cmlx:templateRef='NULL_ID']" />
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l401



	l401.orbsym
	l4601.occupied

	l4601.virtual

	l601.state





	l401.alphabeta
	l4601.occupied

	l4601.virtual












Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l401



	name

	Generates basis set information



	repeat

	1



	endOffset

	1



	pattern

	\s*((Initial|Lowest(\senergy)?)\sguess|Harris|ExpMin|SCF\srestart).*



	endPattern

	\s*Petite\slist\sused.*$\s*((?!Initial\sguess).)*



	endPattern2

	\s*The\selectronic\sstate\sof\sthe\sinitial.*



	endPattern3

	\s*Guess\sbasis\swill\sbe\stranslated.*



	endPattern4

	\s*JPrj=.*



	endPattern5

	.*S\*\*2.*



	endPattern6

	.*(\s+\(\S+\))+$\s*((?!(The\selectronic\sstate|Virtual|\()).)*



	xml:base

	l401a.xml







Comment



Initial guess from the checkpoint file:  "hcn_print.chk"
B after Tr=     0.000000    0.000000    0.000000
Rot=    1.000000    0.000000    0.000000    0.000000 Ang=   0.00 deg.
Initial guess orbital symmetries:
Occupied  (SG) (SG) (SG) (SG) (SG) (PI) (PI)
Virtual   (PI) (PI) (SG) (SG) (PI) (PI) (SG) (SG) (PI) (PI)
(SG) (SG) (SG) (PI) (PI) (DLTA) (DLTA) (DLTA)
(DLTA) (PI) (PI) (SG) (PI) (PI) (SG) (SG) (SG)
(SG)
ExpMin= 1.61D-01 ExpMax= 4.17D+03 ExpMxC= 6.27D+02 IAcc=2 IRadAn=         4 AccDes= 0.00D+00
Harris functional with IExCor= 1009 and IRadAn=       4 diagonalized for initial guess.
HarFok:  IExCor= 1009 AccDes= 0.00D+00 IRadAn=         4 IDoV= 1 UseB2=F ITyADJ=14
ICtDFT=  3500011 ScaDFX=  1.000000  1.000000  1.000000  1.000000
FoFCou: FMM=F IPFlag=           0 FMFlag=      100000 FMFlg1=           0
NFxFlg=           0 DoJE=T BraDBF=F KetDBF=T FulRan=T
wScrn=  0.000000 ICntrl=       500 IOpCl=  0 I1Cent=   200000004 NGrid=           0
NMat0=    1 NMatS0=      1 NMatT0=    0 NMatD0=    1 NMtDS0=    0 NMtDT0=    0
Petite list used in FoFCou.






Template definition



<templateList>  <xi:include href="l401/l401.orbsym.xml" />  <xi:include href="l401/l401.alphabeta.xml" />
  </templateList>
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l401.orbsym



	l4601.occupied

	l4601.virtual

	l601.state








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l401.orbsym



	name

	l401 orbital symmetries



	repeat

	*



	pattern

	\s*((Harris)|(ExpMin)|(HarFok)|(ScaDFX)).*



	pattern2

	\s*Initial guess orbital symmetries.*$\s*Occupied\s*\(.*



	endPattern

	~



	endOffset

	0



	xml:base

	l401/l401.orbsym.xml







Input



Harris functional with IExCor=  402 diagonalized for initial guess.
ExpMin= 1.61D-01 ExpMax= 3.05D+03 ExpMxC= 4.57D+02 IAcc=1 IRadAn=         1 AccDes= 1.00D-06
HarFok:  IExCor= 402 AccDes= 1.00D-06 IRadAn=         1 IDoV=1
ScaDFX=  1.000000  1.000000  1.000000  1.000000
Initial guess orbital symmetries:
      Occupied  (A1) (A1) (T2) (T2) (T2)
      Virtual   (A1) (T2) (T2) (T2) (T2) (T2) (T2) (T2) (T2) (T2)
                (A1) (A1) (E) (E) (T2) (T2) (T2) (A1)
The electronic state of the initial guess is 1-A.






Output text



<comment class="example.output" id="l401.orbsym">
    <module cmlx:templateRef="l401.orbsym">
      <list cmlx:templateRef="harris">
        <scalar dataType="xsd:string" dictRef="g:expmin">functional with IExCor=  402 diagonalized for initial guess.</scalar>
        <scalar dataType="xsd:string" dictRef="g:expmin">= 1.61D-01 ExpMax= 3.05D+03 ExpMxC= 4.57D+02 IAcc=1 IRadAn=         1 AccDes= 1.00D-06</scalar>
        <scalar dataType="xsd:string" dictRef="g:expmin">IExCor= 402 AccDes= 1.00D-06 IRadAn=         1 IDoV=1</scalar>
        <scalar dataType="xsd:string" dictRef="g:expmin">1.000000  1.000000  1.000000  1.000000</scalar>
      </list>
      <module cmlx:lineCount="1" cmlx:templateRef="l4601.occupied">
        <list cmlx:templateRef="occ">
          <array dataType="xsd:string" size="5" dictRef="g:occorbs" delimiter="|">(A1)|(A1)|(T2)|(T2)|(T2)</array>
        </list>
      </module>
       <module cmlx:lineCount="2" cmlx:templateRef="l4601.virtual">
        <list cmlx:templateRef="virt">
            <array dataType="xsd:string" delimiter="|" dictRef="g:virtorbs" size="18">(A1)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(T2)|(A1)|(A1)|(E)|(E)|(T2)|(T2)|(T2)|(A1)</array>
        </list>
      </module>
      <module cmlx:lineCount="1" cmlx:templateRef="l601.state">
        <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
      </module>
    </module>
  </comment>






Template definition



<templateList>  <template id="harris" pattern="\s*((Harris)|(ExpMin)|(HarFok)|(ScaDFX)).*" endPattern="\s*Initial\sguess\sorbital\ssymmetries:.*">    <record id="harris" repeat="*">\s*((Harris)|(ExpMin)|(HarFok)|(ScaDFX)){X,g:expmin}</record>
    </template>  <xi:include href="l401/l4601.occupied.xml" />  <xi:include href="l401/l4601.virtual.xml" />  <xi:include href="l401/../l601/l601.state.xml" />
  </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='harris']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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l4601.occupied

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.occupied



	pattern

	\s*Occupied\s*\(.*



	repeat

	*



	endPattern

	.*$\s+(Virtual|The).*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.occupied.xml







Template definition



<record id="occ">\s*Occupied\s*{1_20A,g:occorbs}</record>
<record id="occ" repeat="*">\s*{1_20A,g:occorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:occorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:occorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />
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l4601.virtual

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.virtual



	pattern

	\s*Virtual\s*\(.*



	repeat

	*



	endPattern

	.*$\s+The.*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.virtual.xml







Template definition



<record id="virt">\s*Virtual\s*{1_20A,g:virtorbs}</record>
<record id="virt" repeat="*">\s*{1_20A,g:virtorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:virtorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:virtorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />
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l601.state


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l601.state



	name

	Electronic state



	repeat

	*



	pattern

	\s*The electronic state.*



	endPattern

	.*



	endPattern2

	~



	endOffset

	0



	keep

	first



	xml:base

	l601/l601.state.xml







Input



The electronic state of the initial guess is 1-A.






Input



The electronic state is 1-A.






Output text



<comment class="example.output" id="l601.state">
    <module cmlx:templateRef="l601.state">
      <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
    </module>
  </comment>






Output text



<comment class="example.output" id="l601.state1">
    <module cmlx:templateRef="l601.state">
      <scalar dataType="xsd:string" dictRef="g:l601.state">1-A.</scalar>
    </module>
  </comment>






Template definition



<record id="l601.state">\s*The electronic state\s*.*\s*is{A,g:l601.state}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    l401.alphabeta
    

    

   


  

    
      
          
            
  
l401.alphabeta



	l4601.occupied

	l4601.virtual








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l401.alphabeta



	name

	Alpha or Beta orbitals



	repeat

	*



	pattern

	\s*((Alpha)|(Beta))\s+Orbitals:\s*



	endPattern

	\s*\(.*$\s\S.*



	endOffset

	1



	xml:base

	l401/l401.alphabeta.xml







Input



Alpha Orbitals:
      Occupied  (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A)
      Virtual   (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A)
Beta  Orbitals:
      Occupied  (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A)
      Virtual   (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)
                (A) (A) (A) (A) (A)






Output text



<comment class="example.output" id="l401.alphabeta">
    <module cmlx:templateRef="l401.alphabeta">
      <list cmlx:templateRef="alphabeta">
        <scalar dataType="xsd:string" dictRef="g:l401.type">Alpha</scalar>
      </list>
      <list cmlx:templateRef="l401">
        <array dataType="xsd:string" size="13" dictRef="g:l401">Occupied (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="2" dictRef="g:l401">(A) (A)</array>
        <array dataType="xsd:string" size="13" dictRef="g:l401">Virtual (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="4" dictRef="g:l401">(A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="2" dictRef="g:l401">Beta Orbitals:</array>
        <array dataType="xsd:string" size="13" dictRef="g:l401">Occupied (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="1" dictRef="g:l401">(A)</array>
        <array dataType="xsd:string" size="13" dictRef="g:l401">Virtual (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="12" dictRef="g:l401">(A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A) (A)</array>
        <array dataType="xsd:string" size="5" dictRef="g:l401">(A) (A) (A) (A) (A)</array>
      </list>
    </module>
  </comment>






Template definition



<record id="alphabeta">\s*{A,g:l401.type}\s*Orbitals:\s*</record>
<record id="l401" repeat="*">\s*{1_20A,g:l401}\s*</record>
<templateList>  <xi:include href="l401/l4601.occupied.xml" />  <xi:include href="l401/l4601.virtual.xml" />
  </templateList>








          

      

      

    

  

  
    

    l4601.occupied
    

    

   


  

    
      
          
            
  
l4601.occupied

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.occupied



	pattern

	\s*Occupied\s*\(.*



	repeat

	*



	endPattern

	.*$\s+(Virtual|The).*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.occupied.xml







Template definition



<record id="occ">\s*Occupied\s*{1_20A,g:occorbs}</record>
<record id="occ" repeat="*">\s*{1_20A,g:occorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:occorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:occorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />








          

      

      

    

  

  
    

    l4601.virtual
    

    

   


  

    
      
          
            
  
l4601.virtual

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l4601.virtual



	pattern

	\s*Virtual\s*\(.*



	repeat

	*



	endPattern

	.*$\s+The.*



	endPattern2

	~



	endOffset

	1



	xml:base

	l401/l4601.virtual.xml







Template definition



<record id="virt">\s*Virtual\s*{1_20A,g:virtorbs}</record>
<record id="virt" repeat="*">\s*{1_20A,g:virtorbs}</record>
<transform process="split" xpath=".//cml:scalar[@dictRef='g:virtorbs']" />
<transform process="createArray" xpath=".//cml:list[@dictRef='g:virtorbs']/cml:scalar" from="." />
<transform process="joinArrays" xpath=".//cml:array" />








          

      

      

    

  

  
    

    l50X
    

    

   


  

    
      
          
            
  
l50X


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Gaussian log



	id

	l50X



	name

	l50X



	repeat

	*



	pattern

	\s*SCF Done:.*



	endPattern

	.*-V\/T=.*$\s*((?!KE).)*



	endPattern2

	\s*S\*\*2.*$\s*((?!KE).)*



	endOffset

	2



	xml:base

	l50X.xml







Comment



SCF Done:  E(RB-P86) =  -1.16969869509     A.U. after    9 cycles
           NFock=  9  Conv=0.11D-12     -V/T= 2.0180
Calling FoFJK, ICntrl=      2527 FMM=F ISym2X=0 I1Cent= 0 IOpClX= 0 NMat=1 NMatS=1 NMatT=0.






Comment



SCF Done:  E(RB3LYP) =  -1.14605925547     a.u. after    1 cycles
           Convg  =    0.1258D-15                     1 Fock formations.
           S**2 =  0.0000                  -V/T =  1.9213






Output text



<comment class="example.output" id="l50X">
 SCF Done:  E(RB3LYP) =  -1.16553541841     a.u. after    1 cycles
            Convg  =    0.4298D-16                     1 Fock formations.
            S**2 =  0.0000                  -V/T =  1.9678
 Calling FoFJK, ICntrl=      2127 FMM=F ISym2X=1 I1Cent= 0 IOpClX= 0 NMat=1 NMatS=1 NMatT=0.
  </comment>






Output text



<comment class="example.output" id="l50X">
    <module cmlx:templateRef="l50X">
      <scalar dataType="xsd:integer" dictRef="cc:ncycle">1</scalar>
      <scalar dataType="xsd:double" dictRef="g:rbhflyp" units="nonsi:hartree">-1.16553541841</scalar>
      <scalar dataType="xsd:double" dictRef="g:ssquared">0.0000</scalar>
    </module>
  </comment>






Template definition



<templateList>  <template id="l50X.scf" pattern="\s*SCF\s+Done.*" repeat="*" endPattern=".*">    <record id="scfdone">\s*SCF Done:\s+E\(.*\) ={F,g:rbhflyp}\s+[Aa]\.[Uu]\.\s+after{I,cc:ncycle}cycles\s*</record>
    </template>  <template id="ssquared" pattern="\s*S\*\*2.*" endPattern=".*" endOffset="0">    <record id="ssquared">\s*S\*\*2\s+={F,g:ssquared}.*</record>
    </template>  <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:ncycle']" repeat="3" />  <transform process="pullup" xpath=".//cml:scalar[@dictRef='g:rbhflyp']" repeat="3" />  <transform process="pullup" xpath=".//cml:scalar[@dictRef='g:ssquared']" repeat="2" />  <transform process="delete" xpath=".//cml:module" />  <transform process="addUnits" xpath=".//cml:scalar[@dictRef='g:rbhflyp']" value="nonsi:hartree" />


  </templateList>
<transform process="delete" xpath="parent::cml:module[@cmlx:templateRef='job'][exists(.//cml:module[@cmlx:templateRef='l103'])]/cml:module[@cmlx:templateRef='l50X' ][position() != last()]" />
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GROMACS


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	input.parameters

	hardware

	averages

	steep

	times
	accounting

	summary





	header

	gromacs.input

	gromacs.geometry








          

      

      

    

  

  
    

    input.parameters
    

    

   


  

    
      
          
            
  
input.parameters


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	input.parameters



	name

	Input section



	pattern

	Input\sParameters:.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	job/input.xml







Input



Input Parameters:
   integrator                     = md
   tinit                          = 0
   dt                             = 0.0005
   nsteps                         = 8000000
   init-step                      = 0
   simulation-part                = 1
   comm-mode                      = Linear
   nstcomm                        = 10
   bd-fric                        = 0
   ld-seed                        = 1993
   emtol                          = 10
   emstep                         = 0.01
   niter                          = 20
   fcstep                         = 0
   nstcgsteep                     = 1000
   nbfgscorr                      = 10
   rtpi                           = 0.05
   nstxout                        = 1000
   nstvout                        = 1000
   nstfout                        = 1000
   nstlog                         = 500
   nstcalcenergy                  = 10
   nstenergy                      = 1000
   nstxout-compressed             = 2000
   compressed-x-precision         = 1000
   cutoff-scheme                  = Verlet
   nstlist                        = 40
   ns-type                        = Grid
   pbc                            = xyz
   periodic-molecules             = FALSE
   verlet-buffer-tolerance        = 0.005
   rlist                          = 1.7
   rlistlong                      = 1.7
   nstcalclr                      = 10
   coulombtype                    = PME
   coulomb-modifier               = Potential-shift
   rcoulomb-switch                = 0
   rcoulomb                       = 1.7
   epsilon-r                      = 1
   epsilon-rf                     = 1
   vdw-type                       = Cut-off
   vdw-modifier                   = Potential-shift
   rvdw-switch                    = 0
   rvdw                           = 1.7
   DispCorr                       = EnerPres
   table-extension                = 1
   fourierspacing                 = 0.12
   fourier-nx                     = 128
   fourier-ny                     = 128
   fourier-nz                     = 128
   pme-order                      = 4
   ewald-rtol                     = 1e-05
   ewald-rtol-lj                  = 0.001
   lj-pme-comb-rule               = Geometric
   ewald-geometry                 = 0
   epsilon-surface                = 0
   implicit-solvent               = No
   gb-algorithm                   = Still
   nstgbradii                     = 1
   rgbradii                       = 1
   gb-epsilon-solvent             = 80
   gb-saltconc                    = 0
   gb-obc-alpha                   = 1
   gb-obc-beta                    = 0.8
   gb-obc-gamma                   = 4.85
   gb-dielectric-offset           = 0.009
   sa-algorithm                   = Ace-approximation
   sa-surface-tension             = 2.05016
   tcoupl                         = Berendsen
   nsttcouple                     = 2
   nh-chain-length                = 0
   print-nose-hoover-chain-variables = FALSE
   pcoupl                         = Parrinello-Rahman
   pcoupltype                     = Isotropic
   nstpcouple                     = 2
   tau-p                          = 4
   compressibility (3x3):
      compressibility[    0]={ 4.50000e-05,  0.00000e+00,  0.00000e+00}
      compressibility[    1]={ 0.00000e+00,  4.50000e-05,  0.00000e+00}
      compressibility[    2]={ 0.00000e+00,  0.00000e+00,  4.50000e-05}
   ref-p (3x3):
      ref-p[    0]={ 1.00000e+00,  0.00000e+00,  0.00000e+00}
      ref-p[    1]={ 0.00000e+00,  1.00000e+00,  0.00000e+00}
      ref-p[    2]={ 0.00000e+00,  0.00000e+00,  1.00000e+00}
   refcoord-scaling               = No
   posres-com (3):
      posres-com[0]= 0.00000e+00
      posres-com[1]= 0.00000e+00
      posres-com[2]= 0.00000e+00
   posres-comB (3):
      posres-comB[0]= 0.00000e+00
      posres-comB[1]= 0.00000e+00
      posres-comB[2]= 0.00000e+00
   QMMM                           = FALSE
   QMconstraints                  = 0
   QMMMscheme                     = 0
   MMChargeScaleFactor            = 1
qm-opts:
   ngQM                           = 0
   constraint-algorithm           = Lincs
   continuation                   = TRUE
   Shake-SOR                      = TRUE
   shake-tol                      = 0.0001
   lincs-order                    = 4
   lincs-iter                     = 1
   lincs-warnangle                = 30
   nwall                          = 0
   wall-type                      = 9-3
   wall-r-linpot                  = -1
   wall-atomtype[0]               = -1
   wall-atomtype[1]               = -1
   wall-density[0]                = 0
   wall-density[1]                = 0
   wall-ewald-zfac                = 3
   pull                           = no
   rotation                       = FALSE
   interactiveMD                  = FALSE
   disre                          = No
   disre-weighting                = Conservative
   disre-mixed                    = FALSE
   dr-fc                          = 1000
   dr-tau                         = 0
   nstdisreout                    = 100
   orire-fc                       = 0
   orire-tau                      = 0
   nstorireout                    = 100
   free-energy                    = no
   cos-acceleration               = 0
   deform (3x3):
      deform[    0]={ 0.00000e+00,  0.00000e+00,  0.00000e+00}
      deform[    1]={ 0.00000e+00,  0.00000e+00,  0.00000e+00}
      deform[    2]={ 0.00000e+00,  0.00000e+00,  0.00000e+00}
   simulated-tempering            = FALSE
   E-x:
      n = 0
   E-xt:
      n = 0
   E-y:
      n = 0
   E-yt:
      n = 0
   E-z:
      n = 0
   E-zt:
      n = 0
   swapcoords                     = no
   adress                         = FALSE
   userint1                       = 0
   userint2                       = 0
   userint3                       = 0
   userint4                       = 0
   userreal1                      = 0
   userreal2                      = 0
   userreal3                      = 0
   userreal4                      = 0
grpopts:
   nrdf:     2027.99     2139.99      563301
   ref-t:         300         300         300
   tau-t:        0.02         0.1         0.1
annealing:          No          No          No
annealing-npoints:           0           0           0
   acc:            0           0           0
   nfreeze:           N           N           N
   energygrp-flags[  0]: 0 0 0
   energygrp-flags[  1]: 0 0 0
   energygrp-flags[  2]: 0 0 0






Output text



<comment class="example.output" id="input.parameters">
        <module cmlx:templateRef="input.parameters">
         <scalar dataType="xsd:string" dictRef="gm:integrator">md</scalar>
         <scalar dataType="xsd:string" dictRef="gm:tinit">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:dt">0.0005</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nsteps">8000000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:init.step">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:simulation.part">1</scalar>
         <scalar dataType="xsd:string" dictRef="gm:comm.mode">Linear</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstcomm">10</scalar>
         <scalar dataType="xsd:string" dictRef="gm:bd.fric">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:ld.seed">1993</scalar>
         <scalar dataType="xsd:string" dictRef="gm:emtol">10</scalar>
         <scalar dataType="xsd:string" dictRef="gm:emstep">0.01</scalar>
         <scalar dataType="xsd:string" dictRef="gm:niter">20</scalar>
         <scalar dataType="xsd:string" dictRef="gm:fcstep">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstcgsteep">1000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nbfgscorr">10</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rtpi">0.05</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstxout">1000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstvout">1000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstfout">1000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstlog">500</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstcalcenergy">10</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstenergy">1000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstxout.compressed">2000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:compressed.x.precision">1000</scalar>
         <scalar dataType="xsd:string" dictRef="gm:cutoff.scheme">Verlet</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstlist">40</scalar>
         <scalar dataType="xsd:string" dictRef="gm:ns.type">Grid</scalar>
         <scalar dataType="xsd:string" dictRef="gm:pbc">xyz</scalar>
         <scalar dataType="xsd:string" dictRef="gm:periodic.molecules">FALSE</scalar>
         <scalar dataType="xsd:string" dictRef="gm:verlet.buffer.tolerance">0.005</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rlist">1.7</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rlistlong">1.7</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstcalclr">10</scalar>
         <scalar dataType="xsd:string" dictRef="gm:coulombtype">PME</scalar>
         <scalar dataType="xsd:string" dictRef="gm:coulomb.modifier">Potential-shift</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rcoulomb.switch">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rcoulomb">1.7</scalar>
         <scalar dataType="xsd:string" dictRef="gm:epsilon.r">1</scalar>
         <scalar dataType="xsd:string" dictRef="gm:epsilon.rf">1</scalar>
         <scalar dataType="xsd:string" dictRef="gm:vdw.type">Cut-off</scalar>
         <scalar dataType="xsd:string" dictRef="gm:vdw.modifier">Potential-shift</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rvdw.switch">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rvdw">1.7</scalar>
         <scalar dataType="xsd:string" dictRef="gm:dispcorr">EnerPres</scalar>
         <scalar dataType="xsd:string" dictRef="gm:table.extension">1</scalar>
         <scalar dataType="xsd:string" dictRef="gm:fourierspacing">0.12</scalar>
         <scalar dataType="xsd:string" dictRef="gm:fourier.nx">128</scalar>
         <scalar dataType="xsd:string" dictRef="gm:fourier.ny">128</scalar>
         <scalar dataType="xsd:string" dictRef="gm:fourier.nz">128</scalar>
         <scalar dataType="xsd:string" dictRef="gm:pme.order">4</scalar>
         <scalar dataType="xsd:string" dictRef="gm:ewald.rtol">1e-05</scalar>
         <scalar dataType="xsd:string" dictRef="gm:ewald.rtol.lj">0.001</scalar>
         <scalar dataType="xsd:string" dictRef="gm:lj.pme.comb.rule">Geometric</scalar>
         <scalar dataType="xsd:string" dictRef="gm:ewald.geometry">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:epsilon.surface">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:implicit.solvent">No</scalar>
         <scalar dataType="xsd:string" dictRef="gm:gb.algorithm">Still</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstgbradii">1</scalar>
         <scalar dataType="xsd:string" dictRef="gm:rgbradii">1</scalar>
         <scalar dataType="xsd:string" dictRef="gm:gb.epsilon.solvent">80</scalar>
         <scalar dataType="xsd:string" dictRef="gm:gb.saltconc">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:gb.obc.alpha">1</scalar>
         <scalar dataType="xsd:string" dictRef="gm:gb.obc.beta">0.8</scalar>
         <scalar dataType="xsd:string" dictRef="gm:gb.obc.gamma">4.85</scalar>
         <scalar dataType="xsd:string" dictRef="gm:gb.dielectric.offset">0.009</scalar>
         <scalar dataType="xsd:string" dictRef="gm:sa.algorithm">Ace-approximation</scalar>
         <scalar dataType="xsd:string" dictRef="gm:sa.surface.tension">2.05016</scalar>
         <scalar dataType="xsd:string" dictRef="gm:tcoupl">Berendsen</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nsttcouple">2</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nh.chain.length">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:print.nose.hoover.chain.variables">FALSE</scalar>
         <scalar dataType="xsd:string" dictRef="gm:pcoupl">Parrinello-Rahman</scalar>
         <scalar dataType="xsd:string" dictRef="gm:pcoupltype">Isotropic</scalar>
         <scalar dataType="xsd:string" dictRef="gm:nstpcouple">2</scalar>
         <scalar dataType="xsd:string" dictRef="gm:tau.p">4</scalar>
         <scalar dataType="xsd:string" dictRef="gm:refcoord.scaling">No</scalar>
         <matrix cols="3" dataType="xsd:double" dictRef="gm:compressibility" rows="3">4.50000e-05 0.00000e+00 0.00000e+00 0.00000e+00 4.50000e-05 0.00000e+00 0.00000e+00 0.00000e+00 4.50000e-05</matrix>
         <matrix cols="3" dataType="xsd:double" dictRef="gm:ref.p" rows="3">1.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00 1.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00 1.00000e+00</matrix>
         <scalar dataType="xsd:string" dictRef="gm:qmmm">FALSE</scalar>
         <scalar dataType="xsd:string" dictRef="gm:qmconstraints">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:qmmmscheme">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:mmchargescalefactor">1</scalar>
         <array dataType="xsd:double" dictRef="gm:posres.com" size="3">0.00000e+00 0.00000e+00 0.00000e+00</array>
         <array dataType="xsd:double" dictRef="gm:posres.comb" size="3">0.00000e+00 0.00000e+00 0.00000e+00</array>
         <scalar dataType="xsd:string" dictRef="gm:simulated.tempering">FALSE</scalar>
         <matrix cols="3" dataType="xsd:double" dictRef="gm:deform" rows="3">0.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00 0.00000e+00</matrix>
         <array dataType="xsd:string" dictRef="gm:nrdf" size="3">2027.99 2139.99 563301</array>
         <scalar dataType="xsd:string" dictRef="gm:swapcoords">no</scalar>
         <scalar dataType="xsd:string" dictRef="gm:adress">FALSE</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userint1">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userint2">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userint3">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userint4">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userreal1">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userreal2">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userreal3">0</scalar>
         <scalar dataType="xsd:string" dictRef="gm:userreal4">0</scalar>
         <array dataType="xsd:string" dictRef="gm:ref.t" size="3">300 300 300</array>
         <array dataType="xsd:string" dictRef="gm:tau.t" size="3">0.02 0.1 0.1</array>
         <array dataType="xsd:string" dictRef="gm:annealing" size="3">No No No</array>
         <array dataType="xsd:string" dictRef="gm:annealing.npoints" size="3">0 0 0</array>
         <array dataType="xsd:string" dictRef="gm:acc" size="3">0 0 0</array>
         <array dataType="xsd:string" dictRef="gm:nfreeze" size="3">N N N</array>
      </module>
    </comment>






Template definition



<record />
<template id="discarded" pattern="\s*E-.*" endPattern=".*" endOffset="1">
    </template>
<template id="array" pattern="\s*\w.+:\s+\S+.*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">  <record>{A,gm:name}:{X,gm:value}</record>  <transform process="createArray" xpath=".//cml:scalar[@dictRef='gm:value']" splitter="\s+" from="." />  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(lower-case(./text()))" />  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(replace(./text(), '[-_]', '.'))" />  <transform process="pullup" xpath=".//cml:scalar" />  <transform process="pullup" xpath=".//cml:array" />  <transform process="addAttribute" xpath=".//cml:array" name="dictRef" value="$string(concat('gm:', ../cml:scalar[@dictRef='gm:name']))" />  <transform process="pullup" xpath=".//cml:array" repeat="2" />
    </template>
<template id="single" pattern="\s{3}\w.+=.+" endPattern=".+\(.*\):.*" endPattern2="~" endOffset="0" repeat="*">  <record id="r2" repeat="*">\s*{X,gm:name}\s*=\s*{X,gm:value}</record>  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(lower-case(./text()))" />  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(replace(./text(), '[-_]', '.'))" />  <transform process="createNameValue" xpath="./cml:list/cml:list" name="*[@dictRef='gm:name']" value="*[@dictRef='gm:value']" />  <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
    </template>
<template id="array" pattern=".+\(\d+\):.*" endPattern=".+\(\d+\):.*" endPattern2=".+\(.+x.+\):.*" endPattern3="\s{1,5}\w.*" endPattern4="~" endOffset="0" repeat="*">  <record>{X,gm:name}\(.*</record>  <record repeat="*" makeArray="true">.*={X,gm:value}</record>  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(lower-case(./text()))" />  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(replace(./text(), '[-_]', '.'))" />  <transform process="pullup" xpath=".//cml:scalar" />  <transform process="pullup" xpath=".//cml:array" />  <transform process="addAttribute" xpath=".//cml:array" name="dataType" value="xsd:double" />  <transform process="addAttribute" xpath=".//cml:array" name="dictRef" value="$string(concat('gm:', parent::cml:module/cml:scalar[@dictRef='gm:name']))" />  <transform process="pullup" xpath=".//cml:array" />
    </template>
<template id="matrix" pattern=".+\(.+x.+\):.*" endPattern=".+\(.+x.+\):.*" endPattern2="\s{1,5}\w.*" endPattern3="~" endOffset="0" repeat="*">  <record>{X,gm:name}\(.*</record>  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(lower-case(./text()))" />  <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(replace(./text(), '[-_]', '.'))" />  <transform process="pullup" xpath=".//cml:scalar" />  <record repeat="*">.*\{{X,cc:dummy},*\}</record>  <transform process="split" xpath=".//cml:scalar[@dictRef='cc:dummy']" splitter=",\s*" />  <transform process="createArray" xpath=".//cml:list[@dictRef='cc:dummy']" from="cml:scalar" />  <transform process="addAttribute" xpath=".//cml:array" name="dataType" value="xsd:double" />  <transform process="createMatrix" xpath="." from=".//cml:array" dictRef="cc:dummy" />  <transform process="pullup" xpath=".//cml:matrix" repeat="2" />  <transform process="addAttribute" xpath=".//cml:matrix" name="dictRef" value="$string(concat('gm:', parent::cml:module/cml:scalar[@dictRef='gm:name']))" />  <transform process="pullup" xpath=".//cml:matrix" />
    </template>
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	hardware



	name

	Hardware section



	pattern

	\s*Detecting\sCPU\sSIMD\sinstructions.*



	pattern2

	\s*Running\s*on.*node.*



	pattern3

	\s*Hardware\sdetected\son\shost.*



	endPattern

	.*GPUs\sauto-selected.*



	endPattern2

	\s*#.*:.*$\s*$\s*



	endOffset

	2



	repeat

	*



	xml:base

	job/hardware.xml







Comment



Running on 1 node with total 6 cores, 6 logical cores, 1 compatible GPU
Hardware detected on host XXXX (the node of MPI rank 0):
  CPU info:
    Vendor: Intel
    Brand:  Intel(R) Xeon(R) CPU E5-2690 v4 @ 2.60GHz
    Family: 6   Model: 79   Stepping: 1
    Features: aes apic avx avx2 clfsh cmov cx8 cx16 f16c fma hle intel lahf mmx msr pcid pclmuldq pdpe1gb popcnt pse rdrnd rdtscp rtm sse2 sse3 sse4.1 sse4.2 ssse3
  Hardware topology: Only logical processor count
  GPU info:
    Number of GPUs detected: 1
    #0: NVIDIA Tesla P100-PCIE-16GB, compute cap.: 6.0, ECC: yes, stat: compatible






Input



Detecting CPU SIMD instructions.
Present hardware specification:
Vendor: GenuineIntel
Brand:  Intel(R) Xeon(R) CPU E5-2697 v2 @ 2.70GHz
Family:  6  Model: 62  Stepping:  4
Features: aes apic avx clfsh cmov cx8 cx16 f16c htt lahf_lm mmx msr nonstop_tsc pcid pclmuldq pdcm pdpe1gb popcnt pse rdrnd rdtscp sse2 sse3 sse4.1 sse4.2 ssse3 tdt x2apic
SIMD instructions most likely to fit this hardware: AVX_256
SIMD instructions selected at GROMACS compile time: AVX_256


4 GPUs detected:
  #0: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible
  #1: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible
  #2: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible
  #3: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible

4 GPUs auto-selected for this run.
Mapping of GPUs to the 4 PP ranks in this node: #0, #1, #2, #3






Output text



<comment class="example.output" id="hardware">
        <module cmlx:templateRef="hardware">
             <list dictRef="hardware">
                <scalar dataType="xsd:string" dictRef="gm:hardware">Detecting CPU SIMD instructions.</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">Present hardware specification:</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">Vendor: GenuineIntel</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">Brand:  Intel(R) Xeon(R) CPU E5-2697 v2 @ 2.70GHz</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">Family:  6  Model: 62  Stepping:  4</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">Features: aes apic avx clfsh cmov cx8 cx16 f16c htt lahf_lm mmx msr nonstop_tsc pcid pclmuldq pdcm pdpe1gb popcnt pse rdrnd rdtscp sse2 sse3 sse4.1 sse4.2 ssse3 tdt x2apic</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">SIMD instructions most likely to fit this hardware: AVX_256</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">SIMD instructions selected at GROMACS compile time: AVX_256</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">4 GPUs detected:</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">#0: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">#1: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">#2: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible</scalar>
                <scalar dataType="xsd:string" dictRef="gm:hardware">#3: NVIDIA Tesla K20m, compute cap.: 3.5, ECC: yes, stat: compatible</scalar>
                <scalar dataType="xsd:integer" dictRef="gm:numProcGPU">4</scalar>
                <scalar dataType="xsd:integer" dictRef="gm:numRanks">4</scalar>
             </list>
          </module>
    </comment>






Output text



<comment class="example.output" id="hardware2">
     <module cmlx:templateRef="hardware">
         <list dictRef="hardware">
            <scalar dataType="xsd:string" dictRef="gm:hardware">Running on 1 node with total 6 cores, 6 logical cores, 1 compatible GPU</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">Hardware detected on host XXXX (the node of MPI rank 0):</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">CPU info:</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">Vendor: Intel</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">Brand:  Intel(R) Xeon(R) CPU E5-2690 v4 @ 2.60GHz</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">Family: 6   Model: 79   Stepping: 1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">Features: aes apic avx avx2 clfsh cmov cx8 cx16 f16c fma hle intel lahf mmx msr pcid pclmuldq pdpe1gb popcnt pse rdrnd rdtscp rtm sse2 sse3 sse4.1 sse4.2 ssse3</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">Hardware topology: Only logical processor count</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">GPU info:</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">Number of GPUs detected: 1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:hardware">#0: NVIDIA Tesla P100-PCIE-16GB, compute cap.: 6.0, ECC: yes, stat: compatible</scalar>
         </list>
      </module>

    </comment>






Template definition



<templateList>  <template pattern="\s*Detecting\sCPU\sSIMD\sinstructions.*" pattern2=".*GPUs\sdetected.*" pattern3="\s*Running\s*on.*node.*" pattern4="\s*Hardware\sdetected\son\shost.*" endPattern="\s*" endPattern2="~" endOffset="0" repeat="*">    <record repeat="*">{X,gm:hardware}</record>
        </template>  <template pattern=".*GPUs\sauto-selected.*" endPattern="\s*" endPattern2="~">    <record repeat="*">{I,gm:numProcGPU}GPUs\sauto-selected.*</record>    <record>\s*Mapping\sof\sGPUs\sto\sthe{I,gm:numRanks}.*ranks\sin\sthis\snode:.*</record>
        </template>  <transform process="addChild" xpath="." elementName="cml:list" dictRef="hardware" />  <transform process="moveRelative" xpath=".//cml:scalar" to="../../../cml:list[@dictRef='hardware']" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="gm:numProcGPU" value="$string(replace(//cml:scalar[@dictRef='gm:hardware' and contains(text(), 'Number of GPUs detected')]/text(), 'Number of GPUs detected:\s*', ''))" />  <transform process="delete" xpath=".//cml:scalar[@dictRef='gm:numProcGPU' and text() ='']" />  <transform process="moveRelative" xpath="./cml:scalar" to="../cml:list[@dictRef='hardware']" />  <transform process="delete" xpath=".//cml:scalar[@dictRef='gm:numProcGPU' and empty(text())]" />  <transform process="delete" xpath=".//cml:module" />
    </templateList>
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Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	averages



	name

	Averages



	pattern

	.*$.*A\sV\sE\sR\sA\sG\sE\sS.*



	endPattern

	\s*$\s*



	endOffset

	0



	xml:base

	job/averages.xml







Input



  <======  ###############  ==>
  <====  A V E R A G E S  ====>
  <==  ###############  ======>

  Statistics over 8000001 steps using 800001 frames

 Energies (kJ/mol)
Harmonic Pot.            U-B    Proper Dih.          LJ-14     Coulomb-14
  8.27585e+04    4.39759e+05    8.93986e+04   -8.50504e+03   -4.55445e+06
      LJ (SR)  Disper. corr.   Coulomb (SR)   Coul. recip.      Potential
 -4.62212e+05   -1.95856e+04   -2.14402e+05    3.95741e+03   -4.64328e+06
  Kinetic En.   Total Energy    Temperature Pres. DC (bar) Pressure (bar)
  7.07850e+05   -3.93543e+06    3.00049e+02   -1.01381e+02    1.00144e+00
 Constr. rmsd
  0.00000e+00

        Box-X          Box-Y          Box-Z
  1.47498e+01    1.47498e+01    1.47498e+01

 Total Virial (kJ/mol)
  2.35874e+05    2.02336e+02   -2.18297e+02
  2.02521e+02    2.35934e+05   -1.01075e+02
 -2.18124e+02   -1.01058e+02    2.35752e+05

 Pressure (bar)
  1.46167e+00    1.28431e+00   -7.25274e-01
  1.28239e+00    1.00327e+00   -6.64799e-01
 -7.27066e-01   -6.64975e-01    5.39391e-01

Epot (kJ/mol)        Coul-SR          LJ-SR        Coul-14          LJ-14
      LIG-LIG   -2.14402e+05   -4.62212e+05   -4.54958e+06   -1.16995e+04
      LIG-COT    0.00000e+00    0.00000e+00    0.00000e+00    0.00000e+00
      LIG-TBA    0.00000e+00    0.00000e+00    0.00000e+00    0.00000e+00
      COT-COT    0.00000e+00    0.00000e+00    4.29776e+02    3.21521e+03
      COT-TBA    0.00000e+00    0.00000e+00    0.00000e+00    0.00000e+00
      TBA-TBA    0.00000e+00    0.00000e+00   -5.30264e+03   -2.07346e+01

        T-COT          T-TBA          T-LIG
  3.12294e+02    3.00056e+02    3.00005e+02






Output text



<comment class="example.output" id="averages">
        <module cmlx:templateRef="averages">
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Constr. rmsd</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">0.00000e+00</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Harmonic Pot.</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">8.27585e+04</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">U-B</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">4.39759e+05</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Proper Dih.</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">8.93986e+04</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">LJ-14</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-8.50504e+03</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Coulomb-14</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-4.55445e+06</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">LJ (SR)</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-4.62212e+05</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Disper. corr.</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-1.95856e+04</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Coulomb (SR)</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-2.14402e+05</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Coul. recip.</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">3.95741e+03</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Potential</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-4.64328e+06</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Kinetic En.</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">7.07850e+05</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Total Energy</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-3.93543e+06</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Temperature</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">3.00049e+02</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Pres. DC (bar)</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">-1.01381e+02</scalar>
            </property>
            <property>
               <scalar dataType="xsd:string" dictRef="x:label">Pressure (bar)</scalar>
               <scalar dataType="xsd:double" dictRef="x:value">1.00144e+00</scalar>
            </property>
            <vector3 dictRef="gm:box.coords">147.498 147.498 147.498</vector3>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Energies\s*\(kJ/mol\).*" endPattern="\s*">    <record />    <record>{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}</record>    <record>{E,x:value}{E,x:value}{E,x:value}{E,x:value}{E,x:value}</record>    <record>{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}</record>    <record>{E,x:value}{E,x:value}{E,x:value}{E,x:value}{E,x:value}</record>    <record>{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}</record>    <record>{E,x:value}{E,x:value}{E,x:value}{E,x:value}{E,x:value}</record>    <record>{A15,x:label}</record>    <record>{E,x:value}</record>    <transform process="createWrapper" xpath=".//cml:scalar[@dictRef='x:label']" elementName="cml:property" />    <transform process="pullup" xpath=".//cml:property" repeat="2" />    <transform process="pullup" xpath=".//cml:property" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='x:value']" repeat="2" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='x:value']" />    <transform process="moveRelative" xpath="../cml:scalar[@dictRef='x:value']" to="../cml:property[not(exists(cml:scalar[@dictRef='x:value']))][position() =1]" />
        </template>  <template pattern="\s*Box-X.*" endPattern=".*" endOffset="1">    <record />    <record>{E,x:coord}{E,x:coord}{E,x:coord}</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:coord']" args="operator=multiply operand=10" />    <transform process="createVector3" xpath="." dictRef="gm:box.coords" from=".//cml:scalar[@dictRef='x:coord']" />    <transform process="pullup" xpath=".//cml:vector3" repeat="3" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module" />








          

      

      

    

  

  
    

    steep
    

    

   


  

    
      
          
            
  
steep


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	steep



	name

	Steepest Descents



	pattern

	\s*Initiating\sSteepest\sDescents.*



	endPattern

	\s*Finished\smdrun\son\srank.*



	endPattern2

	~



	endOffset

	1



	xml:base

	job/steep.xml







Input



Initiating Steepest Descents
Started Steepest Descents on rank 0 Thu Mar 24 08:07:52 2022


Steepest Descents:
   Tolerance (Fmax)   =  1.00000e+03
   Number of steps    =        50000
           Step           Time
              0        0.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    3.49730e+05   -8.70966e+05    1.28223e+04   -5.08413e+05    2.95889e+04

           Step           Time
              1        1.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    2.97313e+05   -8.71936e+05    1.27724e+04   -5.61851e+05    2.20612e+04

           Step           Time
              2        2.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    2.48541e+05   -8.73970e+05    1.26300e+04   -6.12799e+05    1.51424e+04

           Step           Time
              3        3.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    2.11290e+05   -8.77578e+05    1.23070e+04   -6.53981e+05    9.59498e+03

           Step           Time
              4        4.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    1.86020e+05   -8.83698e+05    1.16364e+04   -6.86042e+05    5.63078e+03

           Step           Time
              5        5.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    1.64635e+05   -8.95427e+05    1.01248e+04   -7.20668e+05    1.99876e+03

           Step           Time
              6        6.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    1.54818e+05   -9.06953e+05    8.62540e+03   -7.43510e+05    5.09000e+01

           Step           Time
              7        7.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    1.51869e+05   -9.10532e+05    8.23930e+03   -7.50424e+05   -5.42049e+02

           Step           Time
              8        8.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    1.43465e+05   -9.25094e+05    6.61912e+03   -7.75010e+05   -2.40643e+03

           Step           Time
              9        9.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    1.41340e+05   -9.28615e+05    6.39286e+03   -7.80882e+05   -2.87211e+03


step 10: One or more water molecules can not be settled.
Check for bad contacts and/or reduce the timestep if appropriate.
Wrote pdb files with previous and current coordinates
           Step           Time
             10       10.00000

           Step           Time
             11       11.00000

   Energies (kJ/mol)
        LJ (SR)   Coulomb (SR)   Coul. recip.      Potential Pressure (bar)
    1.38180e+05   -9.35808e+05    5.83706e+03   -7.91790e+05   -3.64690e+03


Steepest Descents converged to Fmax < 1000 in 12 steps
Potential Energy  = -7.9178994e+05
Maximum force     =  7.6484247e+02 on atom 91
Norm of force     =  1.2360245e+02
Finished mdrun on rank 0 Thu Mar 24 08:07:53 2022






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<record repeat="1" />
<record>\s*Started\sSteepest\sDescents\son\srank\s+\S+\s+{X,cc:runDate}</record>
<templateList>  <template id="energies" pattern="\s*Energies\s+\(kJ\/mol\).*" endPattern=".*[0-9]\s*$\s*" endOffset="1" repeat="*">    <record repeat="1" />    <record>{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}{A15,x:label}</record>    <record>{E,x:value}{E,x:value}{E,x:value}{E,x:value}{E,x:value}</record>
        </template>  <template id="endDate" pattern="\s*Finished\smdrun\son.*" endPattern=".*" endPattern2="~">    <record>\s*Finished\smdrun\son\srank\s+\S+\s+{X,cc:jobdatetime.end}</record>
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='energies'][position() != last()]" />
<transform process="createWrapper" xpath=".//cml:scalar[@dictRef='x:label']" elementName="cml:property" />
<transform process="pullup" xpath=".//cml:property" repeat="2" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='x:value']" repeat="2" />
<transform process="moveRelative" xpath="./cml:module[@cmlx:templateRef='energies']/cml:scalar[@dictRef='x:value']" to="./preceding-sibling::cml:property[not(exists(cml:scalar[@dictRef='x:value']))][position() =1]" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="E MMM  d HH:mm:ss yyyy" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="E MMM dd HH:mm:ss yyyy" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:jobdatetime.end']" format="E MMM  d HH:mm:ss yyyy" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:jobdatetime.end']" format="E MMM dd HH:mm:ss yyyy" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:runDate']" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:jobdatetime.end']" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	times



	pattern

	\s*R\sE\sA\sL\s+C\sY\sC\sL\sE&#9
2;s+A\sN\sD\s+T\sI\sM\sE\s+A\sC\sC\sO\sU\sN\sT\sI\sN\sG.*



	endPattern

	\s*Finished\smdrun\son\srank.*



	endPattern2

	~



	endOffset

	1



	xml:base

	job/times/times.xml







Template definition



<templateList>  <xi:include href="times/accounting.xml" />  <xi:include href="times/summary.xml" />
    </templateList>








          

      

      

    

  

  
    

    accounting
    

    

   


  

    
      
          
            
  
accounting


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	accounting



	pattern

	\s*Computing.*



	endPattern

	\s*Total.*



	endPattern2

	~



	endOffset

	1



	xml:base

	times/accounting.xml







Input



 Computing:          Num   Num      Call    Wall time         Giga-Cycles
                     Ranks Threads  Count      (s)         total sum    %
-----------------------------------------------------------------------------
 Domain decomp.         4    6     200000    5103.204     330685.993   3.4
 DD comm. load          4    6       8001       0.241         15.622   0.0
 Neighbor search        4    6     200001    2261.103     146518.755   1.5
 Launch GPU ops.        4    6   16000002    1618.363     104869.419   1.1
 Comm. coord.           4    6    7800000    3533.431     228965.217   2.3
 Force                  4    6    8000001   46894.472    3038747.000  30.8
 Wait + Comm. F         4    6    8000001    4984.406     322987.904   3.3
 PME mesh               4    6    8000001   55351.105    3586734.101  36.4
 Wait GPU nonlocal      4    6    8000001     215.962      13994.284   0.1
 Wait GPU local         4    6    8000001     152.837       9903.762   0.1
 NB X/F buffer ops.     4    6   31600002    3155.777     204493.326   2.1
 Write traj.            4    6       8164     334.588      21681.182   0.2
 Update                 4    6    8000001    4064.861     263401.688   2.7
 Constraints            4    6    8000001   18507.381    1199272.451  12.2
 Comm. energies         4    6    4000001     246.077      15945.718   0.2
 Rest                                        5814.722     376792.141   3.8
-----------------------------------------------------------------------------
 Total                                     152238.529    9865008.563 100.0






Output text



<comment class="example.output" id="accounting">
         <module cmlx:templateRef="accounting">
            <array dataType="xsd:string" delimiter="#" dictRef="gm:work" size="16">Domain decomp.#DD comm. load#Neighbor search#Launch GPU ops.#Comm. coord.#Force#Wait + Comm. F#PME mesh#Wait GPU nonlocal#Wait GPU local#NB X/F buffer ops.#Write traj.#Update#Constraints#Comm. energies#Rest</array>
            <array dataType="xsd:double" dictRef="cc:wallTime" size="16">5103.204 0.241 2261.103 1618.363 3533.431 46894.472 4984.406 55351.105 215.962 152.837 3155.777 334.588 4064.861 18507.381 246.077 5814.722</array>
            <array dataType="xsd:double" dictRef="gm:gcyclessum" size="16">330685.993 15.622 146518.755 104869.419 228965.217 3038747.000 322987.904 3586734.101 13994.284 9903.762 204493.326 21681.182 263401.688 1199272.451 15945.718 376792.141</array>
            <array dataType="xsd:double" dictRef="gm:gcyclespercent" size="16">3.4 0.0 1.5 1.1 2.3 30.8 3.3 36.4 0.1 0.1 2.1 0.2 2.7 12.2 0.2 3.8</array>
            <scalar dataType="xsd:double" dictRef="gm:totalwalltime">152238.529</scalar>
            <scalar dataType="xsd:double" dictRef="gm:totalgcyclessum">9865008.563</scalar>
            <scalar dataType="xsd:double" dictRef="gm:totalgcyclespercent">100.0</scalar>
         </module>
    </comment>






Template definition



<record repeat="3" />
<templateList>  <template pattern="\s*((?!Rest).)*" endPattern="\s*Rest.*" endPattern2="~">    <record repeat="*">{X,gm:work}\s+[0-9]+\s+[0-9]+\s+[0-9]+\s+{F,cc:wallTime}{F,gm:gcyclessum}{F,gm:gcyclespercent}</record>
        </template>  <template pattern="\s*Rest.*" endPattern=".*" endPattern2="~" endOffset="0">    <record>{X,gm:work}{F,cc:wallTime}{F,gm:gcyclessum}{F,gm:gcyclespercent}</record>
        </template>  <template pattern="\s*Total.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s*Total\s*{F,gm:totalwalltime}{F,gm:totalgcyclessum}{F,gm:totalgcyclespercent}</record>
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='gm:work']" delimiter="#" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:wallTime']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='gm:gcyclessum']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='gm:gcyclespercent']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="pullup" xpath=".//cml:scalar" repeat="3" />
<transform process="delete" xpath="./cml:module" />
<transform process="delete" xpath="./cml:list" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	summary



	pattern

	\s*Core\st\s\(s\)\s*Wall\st\s\(s\).*



	endPattern

	\s*Finished\smdrun\son\srank.*



	endPattern2

	~



	endOffset

	1



	xml:base

	times/summary.xml







Input



               Core t (s)   Wall t (s)        (%)
       Time:  3645267.886   152238.529     2394.4
                         1d18h17:18
                 (ns/day)    (hour/ns)
Performance:        2.270       10.572
Finished mdrun on rank 0 Wed Mar 11 05:27:44 2020






Output text



<comment class="example.output" id="summary">
        <module cmlx:templateRef="summary">
            <scalar dataType="xsd:double" dictRef="cc:cputime" units="si:s">3645267.886</scalar>
            <scalar dataType="xsd:double" dictRef="cc:wallTime" units="si:s">152238.529</scalar>
            <scalar dataType="xsd:string" dictRef="gm:totaltime">1d18h17:18</scalar>
            <scalar dataType="xsd:double" dictRef="gm:nsperday">2.270</scalar>
            <scalar dataType="xsd:double" dictRef="gm:hourperns">10.572</scalar>
            <scalar dataType="xsd:date" dictRef="cc:jobdatetime.end">2020-03-11T05:27:44.000+01:00</scalar>
         </module>
    </comment>






Template definition



<record />
<record>\s*Time:{F,cc:cputime}{F,cc:wallTime}.*</record>
<record>\s*{X,gm:totaltime}</record>
<record />
<record>\s*Performance:{F,gm:nsperday}{F,gm:hourperns}</record>
<record>\s*Finished\smdrun\son\srank\s+\S+\s+{X,cc:jobdatetime.end}</record>
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:jobdatetime.end']" format="E MMM  d HH:mm:ss yyyy" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:jobdatetime.end']" format="E MMM dd HH:mm:ss yyyy" />
<transform process="pullup" xpath=".//cml:list/cml:scalar" />
<transform process="pullup" xpath=".//cml:list/cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:cputime']" value="si:s" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:wallTime']" value="si:s" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GROMACS log



	id

	header



	name

	GROMACS header



	pattern

	\s*Log\sfile\sopened\son.*



	pattern2

	\s*GROMACS:.*VERSION.*



	pattern3

	.*GROMACS\s*-\s*gmx.*



	endPattern

	\s*GROMACS\sis\sfree\ssoftware.*



	endOffset

	4



	xml:base

	header.xml







Input



Log file opened on Mon Mar  9 11:10:22 2020
Host: node2178  pid: 24169  rank ID: 0  number of ranks:  1
GROMACS:    gmx mdrun, VERSION 5.0.2

GROMACS is written by:
Emile Apol         Rossen Apostolov   Herman J.C. Berendsen Par Bjelkmar
Aldert van Buuren  Rudi van Drunen    Anton Feenstra     Sebastian Fritsch
Gerrit Groenhof    Christoph Junghans Peter Kasson       Carsten Kutzner
Per Larsson        Justin A. Lemkul   Magnus Lundborg    Pieter Meulenhoff
Erik Marklund      Teemu Murtola      Szilard Pall       Sander Pronk
Roland Schulz      Alexey Shvetsov    Michael Shirts     Alfons Sijbers
Peter Tieleman     Christian Wennberg Maarten Wolf
and the project leaders:
Mark Abraham, Berk Hess, Erik Lindahl, and David van der Spoel

Copyright (c) 1991-2000, University of Groningen, The Netherlands.
Copyright (c) 2001-2014, The GROMACS development team at
Uppsala University, Stockholm University and
the Royal Institute of Technology, Sweden.
check out http://www.gromacs.org for more information.

GROMACS is free software; you can redistribute it and/or modify it






Input



                      :-) GROMACS - gmx mdrun, 2021.5 (-:

                            GROMACS is written by:
     Andrey Alekseenko              Emile Apol              Rossen Apostolov
         Paul Bauer           Herman J.C. Berendsen           Par Bjelkmar
       Christian Blau           Viacheslav Bolnykh             Kevin Boyd
     Aldert van Buuren           Rudi van Drunen             Anton Feenstra
    Gilles Gouaillardet             Alan Gray               Gerrit Groenhof
       Anca Hamuraru            Vincent Hindriksen          M. Eric Irrgang
      Aleksei Iupinov           Christoph Junghans             Joe Jordan
    Dimitrios Karkoulis            Peter Kasson                Jiri Kraus
      Carsten Kutzner              Per Larsson              Justin A. Lemkul
       Viveca Lindahl            Magnus Lundborg             Erik Marklund
        Pascal Merz             Pieter Meulenhoff            Teemu Murtola
        Szilard Pall               Sander Pronk              Roland Schulz
       Michael Shirts            Alexey Shvetsov             Alfons Sijbers
       Peter Tieleman              Jon Vincent              Teemu Virolainen
     Christian Wennberg            Maarten Wolf              Artem Zhmurov
                           and the project leaders:
        Mark Abraham, Berk Hess, Erik Lindahl, and David van der Spoel

Copyright (c) 1991-2000, University of Groningen, The Netherlands.
Copyright (c) 2001-2019, The GROMACS development team at
Uppsala University, Stockholm University and
the Royal Institute of Technology, Sweden.
check out http://www.gromacs.org for more information.

GROMACS is free software; you can redistribute it and/or modify it






Output text



<comment class="example.output" id="header">
        <module cmlx:templateRef="header">
           <module cmlx:templateRef="rundate">
               <scalar dataType="xsd:date" dictRef="cc:runDate">2020-03-09T11:10:22.000+01:00</scalar>
               <scalar dataType="xsd:string" dictRef="cc:hostName">node2178</scalar>
               <scalar dataType="xsd:integer" dictRef="gm:numRanks">1</scalar>
            </module>
            <module cmlx:templateRef="program">
               <scalar dataType="xsd:string" dictRef="cc:program">GROMACS</scalar>
               <scalar dataType="xsd:string" dictRef="cc:programVersion">5.0.2</scalar>
            </module>
            <module cmlx:templateRef="authors">
               <scalar dataType="xsd:string" dictRef="gm:unparsed">GROMACS is written by:</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Emile Apol         Rossen Apostolov   Herman J.C. Berendsen Par Bjelkmar</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Aldert van Buuren  Rudi van Drunen    Anton Feenstra     Sebastian Fritsch</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Gerrit Groenhof    Christoph Junghans Peter Kasson       Carsten Kutzner</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Per Larsson        Justin A. Lemkul   Magnus Lundborg    Pieter Meulenhoff</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Erik Marklund      Teemu Murtola      Szilard Pall       Sander Pronk</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Roland Schulz      Alexey Shvetsov    Michael Shirts     Alfons Sijbers</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Peter Tieleman     Christian Wennberg Maarten Wolf</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">and the project leaders:</scalar>
               <scalar dataType="xsd:string" dictRef="gm:unparsed">Mark Abraham, Berk Hess, Erik Lindahl, and David van der Spoel</scalar>
            </module>
            <module cmlx:templateRef="legal">
               <scalar dataType="xsd:string" dictRef="gm:legal">Copyright (c) 1991-2000, University of Groningen, The Netherlands.</scalar>
               <scalar dataType="xsd:string" dictRef="gm:legal">Copyright (c) 2001-2014, The GROMACS development team at</scalar>
               <scalar dataType="xsd:string" dictRef="gm:legal">Uppsala University, Stockholm University and</scalar>
               <scalar dataType="xsd:string" dictRef="gm:legal">the Royal Institute of Technology, Sweden.</scalar>
               <scalar dataType="xsd:string" dictRef="gm:legal">check out http://www.gromacs.org for more information.</scalar>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="rundate" pattern="\s*Log\sfile\sopened\son.*" endPattern="\s*.*GROMACS.*" endOffset="0">    <record>\s*Log\sfile\sopened\son{X,cc:runDate}</record>    <record>\s*Host:{A,cc:hostName}.*number\sof\sranks:{I,gm:numRanks}</record>    <transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="E MMM  d HH:mm:ss yyyy" />    <transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:runDate']" format="E MMM dd HH:mm:ss yyyy" />    <transform process="pullup" xpath=".//cml:list/cml:list/cml:scalar" />
        </template>  <template id="program" pattern="\s*GROMACS.*VERSION.*" endPattern=".*" endOffset="0">    <record>{A,cc:program}:.*,\s*VERSION{A,cc:programVersion}</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="program" pattern=".*GROMACS\s*-\s*gmx.*" endPattern=".*" endOffset="0">    <record>.*\s+{A,cc:program}\s+-.*,\s*(?:VERSION)?\s+{A,cc:programVersion}.*</record>    <transform process="pullup" xpath=".//cml:scalar" />
        </template>  <template id="authors" name="AUTHORS" pattern="\s*GROMACS\sis\swritten\sby.*" endPattern="\s*" repeat="*">    <record repeat="*">{X,gm:unparsed}</record>
        </template>  <template id="legal" pattern="\s*Copyright.*" endPattern=".*$\s*" endOffset="1">    <record repeat="*">{X,gm:legal}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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	CML extraction template
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Template attributes





	Attribute

	Value





	source

	GROMACS input



	id

	gromacs.input



	name

	GROMACS input



	xml:base

	topTemplate.xml







Input



;
;   File 'mdout.mdp' was generated
;   By user: unknown (1095)
;   On host: node2178
;   At date: Tue Dec 11 15:42:14 2018
;

; VARIOUS PREPROCESSING OPTIONS
; Preprocessor information: use cpp syntax.
; e.g.: -I/home/joe/doe -I/home/mary/roe
include                  = -I../top
; e.g.: -DPOSRES -DFLEXIBLE (note these variable names are case sensitive)
define                   =

; RUN CONTROL PARAMETERS
integrator               = md
; Start time and timestep in ps
tinit                    = 0
dt                       = 0.0005
nsteps                   = 80000000
; For exact run continuation or redoing part of a run
init_step                = 0
; Part index is updated automatically on checkpointing (keeps files separate)
simulation_part          = 1
; mode for center of mass motion removal
comm-mode                = Linear
; number of steps for center of mass motion removal
nstcomm                  = 10
; group(s) for center of mass motion removal
comm-grps                =

; LANGEVIN DYNAMICS OPTIONS
; Friction coefficient (amu/ps) and random seed
bd-fric                  = 0
ld-seed                  = 1993

; ENERGY MINIMIZATION OPTIONS
; Force tolerance and initial step-size
emtol                    = 10
emstep                   = 0.01
; Max number of iterations in relax-shells
niter                    = 20
; Step size (ps^2) for minimization of flexible constraints
fcstep                   = 0
; Frequency of steepest descents steps when doing CG
nstcgsteep               = 1000
nbfgscorr                = 10

; TEST PARTICLE INSERTION OPTIONS
rtpi                     = 0.05

; OUTPUT CONTROL OPTIONS
; Output frequency for coords (x), velocities (v) and forces (f)
nstxout                  = 1000
nstvout                  = 1000
nstfout                  = 1000
; Output frequency for energies to log file and energy file
nstlog                   = 500
nstcalcenergy            = -1
nstenergy                = 1000
; Output frequency and precision for .xtc file
nstxout-compressed       = 2000
compressed-x-precision   = 1000
; This selects the subset of atoms for the compressed
; trajectory file. You can select multiple groups. By
; default, all atoms will be written.
compressed-x-grps        = SOL LIN LI
; Selection of energy groups
energygrps               = SOL LIN LI

; NEIGHBORSEARCHING PARAMETERS
; cut-off scheme (Verlet: particle based cut-offs, group: using charge groups)
cutoff-scheme            = Verlet
; nblist update frequency
nstlist                  = 10
; ns algorithm (simple or grid)
ns-type                  = grid
; Periodic boundary conditions: xyz, no, xy
pbc                      = xyz
periodic_molecules       = no
; Allowed energy error due to the Verlet buffer in kJ/mol/ps per atom,
; a value of -1 means: use rlist
verlet-buffer-tolerance  = 0.005
; nblist cut-off
rlist                    = 1.7
; long-range cut-off for switched potentials
rlistlong                = -1
nstcalclr                = -1

; OPTIONS FOR ELECTROSTATICS AND VDW
; Method for doing electrostatics
coulombtype              = PME
coulomb-modifier         = Potential-shift-Verlet
rcoulomb-switch          = 0
rcoulomb                 = 1.7
; Relative dielectric constant for the medium and the reaction field
epsilon_r                = 1
epsilon_rf               = 1
; Method for doing Van der Waals
vdwtype                  = cut-off
vdw-modifier             = Potential-shift-Verlet
; cut-off lengths
rvdw-switch              = 0
rvdw                     = 1.7
; Apply long range dispersion corrections for Energy and Pressure
DispCorr                 = EnerPres
; Extension of the potential lookup tables beyond the cut-off
table-extension          = 1
; Separate tables between energy group pairs
energygrp-table          =
; Spacing for the PME/PPPM FFT grid
fourierspacing           = 0.12
; FFT grid size, when a value is 0 fourierspacing will be used
fourier_nx               = 0
fourier_ny               = 0
fourier_nz               = 0
; EWALD/PME/PPPM parameters
pme_order                = 4
ewald_rtol               = 1e-05
ewald-rtol-lj            = 0.001
lj-pme-comb-rule         = Geometric
ewald_geometry           = 3d
epsilon_surface          = 0

; IMPLICIT SOLVENT ALGORITHM
implicit_solvent         = No

; GENERALIZED BORN ELECTROSTATICS
; Algorithm for calculating Born radii
gb_algorithm             = Still
; Frequency of calculating the Born radii inside rlist
nstgbradii               = 1
; Cutoff for Born radii calculation; the contribution from atoms
; between rlist and rgbradii is updated every nstlist steps
rgbradii                 = 1
; Dielectric coefficient of the implicit solvent
gb_epsilon_solvent       = 80
; Salt concentration in M for Generalized Born models
gb_saltconc              = 0
; Scaling factors used in the OBC GB model. Default values are OBC(II)
gb_obc_alpha             = 1
gb_obc_beta              = 0.8
gb_obc_gamma             = 4.85
gb_dielectric_offset     = 0.009
sa_algorithm             = Ace-approximation
; Surface tension (kJ/mol/nm^2) for the SA (nonpolar surface) part of GBSA
; The value -1 will set default value for Still/HCT/OBC GB-models.
sa_surface_tension       = -1

; OPTIONS FOR WEAK COUPLING ALGORITHMS
; Temperature coupling
tcoupl                   = Berendsen
nsttcouple               = 2
nh-chain-length          = 10
print-nose-hoover-chain-variables = no
; Groups to couple separately
tc-grps                  = SOL LIN LI
; Time constant (ps) and reference temperature (K)
tau-t                    = 0.1 0.02 0.1
ref-t                    = 300 300 300
; pressure coupling
Pcoupl                   = Berendsen
Pcoupltype               = Isotropic
nstpcouple               = 2
; Time constant (ps), compressibility (1/bar) and reference P (bar)
tau-p                    = 1.0
compressibility          = 4.5e-5
ref-p                    = 1.0
; Scaling of reference coordinates, No, All or COM
refcoord_scaling         = No

; OPTIONS FOR QMMM calculations
QMMM                     = no
; Groups treated Quantum Mechanically
QMMM-grps                =
; QM method
QMmethod                 =
; QMMM scheme
QMMMscheme               = normal
; QM basisset
QMbasis                  =
; QM charge
QMcharge                 =
; QM multiplicity
QMmult                   =
; Surface Hopping
SH                       =
; CAS space options
CASorbitals              =
CASelectrons             =
SAon                     =
SAoff                    =
SAsteps                  =
; Scale factor for MM charges
MMChargeScaleFactor      = 1
; Optimization of QM subsystem
bOPT                     =
bTS                      =

; SIMULATED ANNEALING
; Type of annealing for each temperature group (no/single/periodic)
annealing                =
; Number of time points to use for specifying annealing in each group
annealing-npoints        =
; List of times at the annealing points for each group
annealing-time           =
; Temp. at each annealing point, for each group.
annealing-temp           =

; GENERATE VELOCITIES FOR STARTUP RUN
gen-vel                  = no
gen-temp                 = 300
gen-seed                 = 173529

; OPTIONS FOR BONDS
constraints              = all-bonds
; Type of constraint algorithm
constraint-algorithm     = Lincs
; Do not constrain the start configuration
continuation             = yes
; Use successive overrelaxation to reduce the number of shake iterations
Shake-SOR                = yes
; Relative tolerance of shake
shake-tol                = 0.0001
; Highest order in the expansion of the constraint coupling matrix
lincs-order              = 4
; Number of iterations in the final step of LINCS. 1 is fine for
; normal simulations, but use 2 to conserve energy in NVE runs.
; For energy minimization with constraints it should be 4 to 8.
lincs-iter               = 1
; Lincs will write a warning to the stderr if in one step a bond
; rotates over more degrees than
lincs-warnangle          = 30
; Convert harmonic bonds to morse potentials
morse                    = no

; ENERGY GROUP EXCLUSIONS
; Pairs of energy groups for which all non-bonded interactions are excluded
energygrp-excl           =

; WALLS
; Number of walls, type, atom types, densities and box-z scale factor for Ewald
nwall                    = 0
wall_type                = 9-3
wall_r_linpot            = -1
wall-atomtype            =
wall-density             =
wall_ewald_zfac          = 3

; COM PULLING
; Pull type: no, umbrella, constraint or constant-force
pull                     = no

; ENFORCED ROTATION
; Enforced rotation: No or Yes
rotation                 = no

; Group to display and/or manipulate in interactive MD session
IMD-group                =

; NMR refinement stuff
; Distance restraints type: No, Simple or Ensemble
disre                    = No
; Force weighting of pairs in one distance restraint: Conservative or Equal
disre-weighting          = Conservative
; Use sqrt of the time averaged times the instantaneous violation
disre-mixed              = no
disre-fc                 = 1000
disre-tau                = 0
; Output frequency for pair distances to energy file
nstdisreout              = 100
; Orientation restraints: No or Yes
orire                    = no
; Orientation restraints force constant and tau for time averaging
orire-fc                 = 0
orire-tau                = 0
orire-fitgrp             =
; Output frequency for trace(SD) and S to energy file
nstorireout              = 100

; Free energy variables
free-energy              = no
couple-moltype           =
couple-lambda0           = vdw-q
couple-lambda1           = vdw-q
couple-intramol          = no
init-lambda              = 0
init-lambda-state        = -1
delta-lambda             = 0
nstdhdl                  = 10
fep-lambdas              =
mass-lambdas             =
coul-lambdas             =
vdw-lambdas              =
bonded-lambdas           =
restraint-lambdas        =
temperature-lambdas      =
calc-lambda-neighbors    = 1
init-lambda-weights      =
dhdl-print-energy        = no
sc-alpha                 = 0
sc-power                 = 0
sc-r-power               = 6
sc-sigma                 = 0.3
sc-coul                  = no
separate-dhdl-file       = yes
dhdl-derivatives         = yes
dh_hist_size             = 0
dh_hist_spacing          = 0.1

; Non-equilibrium MD stuff
acc-grps                 =
accelerate               =
freezegrps               =
freezedim                =
cos-acceleration         = 0
deform                   =

; simulated tempering variables
simulated-tempering      = no
simulated-tempering-scaling = geometric
sim-temp-low             = 300
sim-temp-high            = 300

; Electric fields
; Format is number of terms (int) and for all terms an amplitude (real)
; and a phase angle (real)
E-x                      =
E-xt                     =
E-y                      =
E-yt                     =
E-z                      =
E-zt                     =

; Ion/water position swapping for computational electrophysiology setups
; Swap positions along direction: no, X, Y, Z
swapcoords               = no

; AdResS parameters
adress                   = no

; User defined thingies
user1-grps               =
user2-grps               =
userint1                 = 0
userint2                 = 0
userint3                 = 0
userint4                 = 0
userreal1                = 0
userreal2                = 0
userreal3                = 0
userreal4                = 0






Output text



<comment class="example.output" id="gromacs.input">
        <module id="gromacs.input">
            <scalar dataType="xsd:string" dictRef="gm:include">-I../top</scalar>
            <scalar dataType="xsd:string" dictRef="gm:define" />
            <scalar dataType="xsd:string" dictRef="gm:integrator">md</scalar>
            <scalar dataType="xsd:string" dictRef="gm:tinit">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:dt">0.0005</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nsteps">8000000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:init.step">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:simulation.part">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:comm.mode">Linear</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstcomm">10</scalar>
            <scalar dataType="xsd:string" dictRef="gm:comm.grps" />
            <scalar dataType="xsd:string" dictRef="gm:bd.fric">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:ld.seed">1993</scalar>
            <scalar dataType="xsd:string" dictRef="gm:emtol">10</scalar>
            <scalar dataType="xsd:string" dictRef="gm:emstep">0.01</scalar>
            <scalar dataType="xsd:string" dictRef="gm:niter">20</scalar>
            <scalar dataType="xsd:string" dictRef="gm:fcstep">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstcgsteep">1000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nbfgscorr">10</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rtpi">0.05</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstxout">1000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstvout">1000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstfout">1000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstlog">500</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstcalcenergy">-1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstenergy">1000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstxout.compressed">2000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:compressed.x.precision">1000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:compressed.x.grps">LIG COT TBA</scalar>
            <scalar dataType="xsd:string" dictRef="gm:energygrps">LIG COT TBA</scalar>
            <scalar dataType="xsd:string" dictRef="gm:cutoff.scheme">Verlet</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstlist">10</scalar>
            <scalar dataType="xsd:string" dictRef="gm:ns.type">grid</scalar>
            <scalar dataType="xsd:string" dictRef="gm:pbc">xyz</scalar>
            <scalar dataType="xsd:string" dictRef="gm:periodic.molecules">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:verlet.buffer.tolerance">0.005</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rlist">1.7</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rlistlong">-1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstcalclr">-1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:coulombtype">PME</scalar>
            <scalar dataType="xsd:string" dictRef="gm:coulomb.modifier">Potential-shift-Verlet</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rcoulomb.switch">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rcoulomb">1.7</scalar>
            <scalar dataType="xsd:string" dictRef="gm:epsilon.r">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:epsilon.rf">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:vdwtype">cut-off</scalar>
            <scalar dataType="xsd:string" dictRef="gm:vdw.modifier">Potential-shift-Verlet</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rvdw.switch">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rvdw">1.7</scalar>
            <scalar dataType="xsd:string" dictRef="gm:dispcorr">EnerPres</scalar>
            <scalar dataType="xsd:string" dictRef="gm:table.extension">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:energygrp.table" />
            <scalar dataType="xsd:string" dictRef="gm:fourierspacing">0.12</scalar>
            <scalar dataType="xsd:string" dictRef="gm:fourier.nx">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:fourier.ny">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:fourier.nz">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:pme.order">4</scalar>
            <scalar dataType="xsd:string" dictRef="gm:ewald.rtol">1e-05</scalar>
            <scalar dataType="xsd:string" dictRef="gm:ewald.rtol.lj">0.001</scalar>
            <scalar dataType="xsd:string" dictRef="gm:lj.pme.comb.rule">Geometric</scalar>
            <scalar dataType="xsd:string" dictRef="gm:ewald.geometry">3d</scalar>
            <scalar dataType="xsd:string" dictRef="gm:epsilon.surface">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:implicit.solvent">No</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gb.algorithm">Still</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstgbradii">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rgbradii">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gb.epsilon.solvent">80</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gb.saltconc">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gb.obc.alpha">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gb.obc.beta">0.8</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gb.obc.gamma">4.85</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gb.dielectric.offset">0.009</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sa.algorithm">Ace-approximation</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sa.surface.tension">-1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:tcoupl">Berendsen</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nsttcouple">2</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nh.chain.length">10</scalar>
            <scalar dataType="xsd:string" dictRef="gm:print.nose.hoover.chain.variables">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:tc.grps">COT TBA LIG</scalar>
            <scalar dataType="xsd:string" dictRef="gm:tau.t">0.02 0.1 0.1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:ref.t">300 300 300</scalar>
            <scalar dataType="xsd:string" dictRef="gm:pcoupl">Parrinello-Rahman</scalar>
            <scalar dataType="xsd:string" dictRef="gm:pcoupltype">Isotropic</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstpcouple">2</scalar>
            <scalar dataType="xsd:string" dictRef="gm:tau.p">4.0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:compressibility">4.5e-5</scalar>
            <scalar dataType="xsd:string" dictRef="gm:ref.p">1.0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:refcoord.scaling">No</scalar>
            <scalar dataType="xsd:string" dictRef="gm:qmmm">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:qmmm.grps" />
            <scalar dataType="xsd:string" dictRef="gm:qmmethod" />
            <scalar dataType="xsd:string" dictRef="gm:qmmmscheme">normal</scalar>
            <scalar dataType="xsd:string" dictRef="gm:qmbasis" />
            <scalar dataType="xsd:string" dictRef="gm:qmcharge" />
            <scalar dataType="xsd:string" dictRef="gm:qmmult" />
            <scalar dataType="xsd:string" dictRef="gm:sh" />
            <scalar dataType="xsd:string" dictRef="gm:casorbitals" />
            <scalar dataType="xsd:string" dictRef="gm:caselectrons" />
            <scalar dataType="xsd:string" dictRef="gm:saon" />
            <scalar dataType="xsd:string" dictRef="gm:saoff" />
            <scalar dataType="xsd:string" dictRef="gm:sasteps" />
            <scalar dataType="xsd:string" dictRef="gm:mmchargescalefactor">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:bopt" />
            <scalar dataType="xsd:string" dictRef="gm:bts" />
            <scalar dataType="xsd:string" dictRef="gm:annealing" />
            <scalar dataType="xsd:string" dictRef="gm:annealing.npoints" />
            <scalar dataType="xsd:string" dictRef="gm:annealing.time" />
            <scalar dataType="xsd:string" dictRef="gm:annealing.temp" />
            <scalar dataType="xsd:string" dictRef="gm:gen.vel">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gen.temp">300</scalar>
            <scalar dataType="xsd:string" dictRef="gm:gen.seed">173529</scalar>
            <scalar dataType="xsd:string" dictRef="gm:constraints">all-bonds</scalar>
            <scalar dataType="xsd:string" dictRef="gm:constraint.algorithm">Lincs</scalar>
            <scalar dataType="xsd:string" dictRef="gm:continuation">yes</scalar>
            <scalar dataType="xsd:string" dictRef="gm:shake.sor">yes</scalar>
            <scalar dataType="xsd:string" dictRef="gm:shake.tol">0.0001</scalar>
            <scalar dataType="xsd:string" dictRef="gm:lincs.order">4</scalar>
            <scalar dataType="xsd:string" dictRef="gm:lincs.iter">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:lincs.warnangle">30</scalar>
            <scalar dataType="xsd:string" dictRef="gm:morse">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:energygrp.excl" />
            <scalar dataType="xsd:string" dictRef="gm:nwall">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:wall.type">9-3</scalar>
            <scalar dataType="xsd:string" dictRef="gm:wall.r.linpot">-1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:wall.atomtype" />
            <scalar dataType="xsd:string" dictRef="gm:wall.density" />
            <scalar dataType="xsd:string" dictRef="gm:wall.ewald.zfac">3</scalar>
            <scalar dataType="xsd:string" dictRef="gm:pull">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:rotation">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:imd.group" />
            <scalar dataType="xsd:string" dictRef="gm:disre">No</scalar>
            <scalar dataType="xsd:string" dictRef="gm:disre.weighting">Conservative</scalar>
            <scalar dataType="xsd:string" dictRef="gm:disre.mixed">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:disre.fc">1000</scalar>
            <scalar dataType="xsd:string" dictRef="gm:disre.tau">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstdisreout">100</scalar>
            <scalar dataType="xsd:string" dictRef="gm:orire">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:orire.fc">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:orire.tau">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:orire.fitgrp" />
            <scalar dataType="xsd:string" dictRef="gm:nstorireout">100</scalar>
            <scalar dataType="xsd:string" dictRef="gm:free.energy">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:couple.moltype" />
            <scalar dataType="xsd:string" dictRef="gm:couple.lambda0">vdw-q</scalar>
            <scalar dataType="xsd:string" dictRef="gm:couple.lambda1">vdw-q</scalar>
            <scalar dataType="xsd:string" dictRef="gm:couple.intramol">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:init.lambda">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:init.lambda.state">-1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:delta.lambda">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:nstdhdl">10</scalar>
            <scalar dataType="xsd:string" dictRef="gm:fep.lambdas" />
            <scalar dataType="xsd:string" dictRef="gm:mass.lambdas" />
            <scalar dataType="xsd:string" dictRef="gm:coul.lambdas" />
            <scalar dataType="xsd:string" dictRef="gm:vdw.lambdas" />
            <scalar dataType="xsd:string" dictRef="gm:bonded.lambdas" />
            <scalar dataType="xsd:string" dictRef="gm:restraint.lambdas" />
            <scalar dataType="xsd:string" dictRef="gm:temperature.lambdas" />
            <scalar dataType="xsd:string" dictRef="gm:calc.lambda.neighbors">1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:init.lambda.weights" />
            <scalar dataType="xsd:string" dictRef="gm:dhdl.print.energy">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sc.alpha">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sc.power">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sc.r.power">6</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sc.sigma">0.3</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sc.coul">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:separate.dhdl.file">yes</scalar>
            <scalar dataType="xsd:string" dictRef="gm:dhdl.derivatives">yes</scalar>
            <scalar dataType="xsd:string" dictRef="gm:dh.hist.size">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:dh.hist.spacing">0.1</scalar>
            <scalar dataType="xsd:string" dictRef="gm:acc.grps" />
            <scalar dataType="xsd:string" dictRef="gm:accelerate" />
            <scalar dataType="xsd:string" dictRef="gm:freezegrps" />
            <scalar dataType="xsd:string" dictRef="gm:freezedim" />
            <scalar dataType="xsd:string" dictRef="gm:cos.acceleration">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:deform" />
            <scalar dataType="xsd:string" dictRef="gm:simulated.tempering">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:simulated.tempering.scaling">geometric</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sim.temp.low">300</scalar>
            <scalar dataType="xsd:string" dictRef="gm:sim.temp.high">300</scalar>
            <scalar dataType="xsd:string" dictRef="gm:e.x" />
            <scalar dataType="xsd:string" dictRef="gm:e.xt" />
            <scalar dataType="xsd:string" dictRef="gm:e.y" />
            <scalar dataType="xsd:string" dictRef="gm:e.yt" />
            <scalar dataType="xsd:string" dictRef="gm:e.z" />
            <scalar dataType="xsd:string" dictRef="gm:e.zt" />
            <scalar dataType="xsd:string" dictRef="gm:swapcoords">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:adress">no</scalar>
            <scalar dataType="xsd:string" dictRef="gm:user1.grps" />
            <scalar dataType="xsd:string" dictRef="gm:user2.grps" />
            <scalar dataType="xsd:string" dictRef="gm:userint1">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:userint2">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:userint3">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:userint4">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:userreal1">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:userreal2">0</scalar>
            <scalar dataType="xsd:string" dictRef="gm:userreal3">0</scalar>
        </module>
    </comment>






Template definition



<templateList id="init">  <template name="Input parameters" pattern="\s*\S+\s*=.*" endPattern=".*" endOffset="0" repeat="*">    <record id="r2" repeat="*">\s*{X,gm:name}\s*=\s*{X,gm:value}</record>    <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(lower-case(./text()))" />    <transform process="setValue" xpath="//cml:scalar[@dictRef='gm:name']" value="$string(replace(./text(), '[_-]', '.'))" />    <transform process="createNameValue" xpath="./cml:list/cml:list" name="*[@dictRef='gm:name']" value="*[@dictRef='gm:value']" />    <transform process="pullup" xpath="//cml:scalar" repeat="3" />    <transform process="delete" xpath="//cml:module" />
        </template>
    </templateList>
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Input



(linq)8- (4) with 8 cs countercations in TIP4P water
76416
    1LIN    Nb1    1   5.810   1.559   0.766 -0.4173 -0.1889 -0.2270
    1LIN    Nb2    2   6.001   1.401   1.000 -0.1596  0.0263  0.1401
    1LIN    Nb3    3   6.142   1.515   0.709  0.0276 -0.0019  0.1114
    1LIN     O4    4   5.652   1.515   0.673  0.0837 -0.4086  0.1651
    1LIN     O5    5   5.852   1.744   0.694 -0.0227  0.3679 -0.2743
    1LIN     O6    6   5.952   1.487   0.642 -0.3804  0.3800 -0.0091
    1LIN     O7    7   5.836   1.394   0.880  0.0079  0.0958 -0.0982
    1LIN     O8    8   5.737   1.652   0.931 -0.3629 -0.1323  0.4503
    1LIN     O9    9   5.895   1.521   1.124  0.0201  0.2309  0.0658
    1LIN    O10   10   6.110   1.357   0.832 -0.1260 -0.1949  0.1862
    1LIN    O11   11   6.243   1.436   0.572  0.0043 -0.4130  0.0718
    1LIN    O12   12   5.996   1.235   1.085 -0.1923  0.3103 -0.4478
    1LIN    O13   13   6.011   1.613   0.885  0.6876 -1.7207 -0.6949
    1LIN   Nb14   14   6.212   1.668   1.003  0.4424  0.2590  0.1420
    1LIN   Nb15   15   6.021   1.827   0.771  0.0513 -0.2025 -0.0121
    1LIN   Nb16   16   5.880   1.713   1.061  0.0255  0.1201 -0.1408
    1LIN    O17   17   6.370   1.710   1.097 -0.0617  0.3024  0.2917
    1LIN    O18   18   6.170   1.483   1.076  0.4044  0.4683 -0.2260
    1LIN    O19   19   6.069   1.741   1.128 -0.9370  0.1656 -0.0906
    1LIN    O20   20   6.186   1.833   0.888 -0.4769  0.0927 -0.5405
    1LIN    O21   21   6.285   1.575   0.840  0.2852 -0.1937  0.4972
    1LIN    O22   22   6.127   1.706   0.646 -0.7172  0.2968  0.1049
    1LIN    O23   23   5.913   1.871   0.937 -0.2232 -0.0839 -0.2263
    1LIN    O24   24   5.779   1.791   1.199 -0.3659 -0.2080 -0.4021
    1LIN    O25   25   6.026   1.991   0.684  0.0687 -0.0672 -0.0522
    2LIN    Nb1   26   5.260   1.830   6.447 -0.0557  0.2373 -0.3825
    2LIN    Nb2   27   5.539   1.765   6.629 -0.0777  0.0271 -0.3349
    2LIN    Nb3   28   5.297   1.526   6.597 -0.0219  0.1647 -0.0619
    2LIN     O4   29   5.128   1.963   6.446  0.2157  0.2823  0.3355
    2LIN     O5   30   5.199   1.712   6.291 -0.3053  0.5303  0.0676
    2LIN     O6   31   5.181   1.691   6.573  0.6073  0.4165  0.0433
    2LIN     O7   32   5.381   1.888   6.597  0.0880  0.1810 -0.2018
    2LIN     O8   33   5.396   1.907   6.317 -0.5756  0.3915 -0.1352
    2LIN     O9   34   5.628   1.856   6.470 -0.0894  0.1755 -0.3962
    2LIN    O10   35   5.410   1.639   6.723 -0.2246  0.2070  0.1855
    2LIN    O11   36   5.195   1.425   6.717  0.3458 -0.2283 -0.4530
    2LIN    O12   37   5.625   1.847   6.774 -0.3264  0.0189 -0.5579
    2LIN    O13   38   5.428   1.659   6.444  0.5024  0.0886  0.3093
    2LIN   Nb14   39   5.597   1.487   6.440 -0.2521 -0.1014  0.0850
    2LIN   Nb15   40   5.318   1.552   6.258  0.0011 -0.1108 -0.0993
    2LIN   Nb16   41   5.560   1.790   6.290  0.3229 -0.0541  0.2736
    2LIN    O17   42   5.729   1.353   6.440  0.0074 -0.1950  0.0665
    2LIN    O18   43   5.658   1.604   6.595  0.1789  0.0952 -0.2046
    2LIN    O19   44   5.676   1.625   6.316 -0.0861  0.3383  0.1013
    2LIN    O20   45   5.477   1.429   6.289 -0.6165  0.0135 -0.1116
    2LIN    O21   46   5.461   1.409   6.569 -0.2265 -0.0314  0.1346
    2LIN    O22   47   5.230   1.461   6.417 -0.0047  0.1077 -0.5277
    2LIN    O23   48   5.448   1.677   6.165 -0.2375 -0.1728  0.5415
    2LIN    O24   49   5.662   1.892   6.170  0.4462 -0.3747 -0.1704
    2LIN    O25   50   5.233   1.470   6.111  0.0618 -0.2295  0.4029
    3LIN    Nb1   51   6.750   8.326   5.568  0.4200  0.0374  0.0637
    3LIN    Nb2   52   6.876   8.011   5.584 -0.1342 -0.0551 -0.0933
    3LIN    Nb3   53   7.020   8.240   5.378  0.1175  0.0073 -0.0033
    3LIN     O4   54   6.582   8.400   5.534 -0.1284  0.0558  0.2268
    3LIN     O5   55   6.865   8.492   5.599  0.4111 -0.1060 -0.4950
    3LIN     O6   56   6.833   8.318   5.382 -0.3341  0.3604  0.5517
    3LIN     O7   57   6.714   8.127   5.553 -0.1245 -0.0852  0.3490
    3LIN     O8   58   6.748   8.303   5.770 -0.3185 -0.0872 -0.0036
    3LIN     O9   59   6.850   8.042   5.783 -0.1757 -0.6237 -0.0480
    3LIN    O10   60   6.934   8.057   5.396 -0.3812 -0.2300 -0.3298
    3LIN    O11   61   7.061   8.247   5.195 -0.3614 -0.3630 -0.5207
    3LIN    O12   62   6.809   7.837   5.561 -0.5106 -0.1567 -0.4734
    3LIN    O13   63   6.968   8.232   5.612  0.3980 -0.6783 -0.3094
    3LIN   Nb14   64   7.186   8.138   5.658 -0.4250  0.2241 -0.1676
    3LIN   Nb15   65   7.058   8.453   5.642  0.1333  0.0690 -0.5771
    3LIN   Nb16   66   6.916   8.224   5.847 -0.1387  0.1415 -0.1112
    3LIN    O17   67   7.353   8.062   5.693 -0.5562 -0.3470  0.3537
    3LIN    O18   68   7.072   7.972   5.626  0.4653  0.1177 -0.0523
    3LIN    O19   69   7.104   8.147   5.843 -0.2395 -0.0211  0.1046
    3LIN    O20   70   7.222   8.336   5.673  0.4193 -0.1168 -0.3051
    3LIN    O21   71   7.190   8.159   5.456  0.1946 -0.3028  0.1491
    3LIN    O22   72   7.087   8.421   5.442 -0.5835 -0.0348  0.0941
    3LIN    O23   73   7.001   8.406   5.829  0.1787  0.0588 -0.2018
    3LIN    O24   74   6.874   8.217   6.031 -0.2728  0.1975  0.8066
    3LIN    O25   75   7.129   8.626   5.663  0.0795 -0.0493  0.0525
    4LIN    Nb1   76   6.378   1.221   5.553  0.2196  0.0239 -0.0272
    4LIN    Nb2   77   6.504   0.956   5.723 -0.0464 -0.0845  0.0415
    4LIN    Nb3   78   6.229   0.915   5.526  0.0194  0.0640  0.2128
    4LIN     O4   79   6.320   1.393   5.598  0.1483 -0.2553 -0.2280
    4LIN     O5   80   6.349   1.219   5.352 -0.0851  0.1264 -0.0787
    4LIN     O6   81   6.208   1.114   5.569 -0.1017 -0.0225  0.4543
    4LIN     O7   82   6.436   1.146   5.732 -0.0598  0.3724  0.0652
    4LIN     O8   83   6.576   1.252   5.511  0.0719  0.2196 -0.4376
    4LIN     O9   84   6.679   1.032   5.656  0.1019 -0.2984  0.0839
    4LIN    O10   85   6.312   0.896   5.711  0.7002 -0.3967  0.3123
    4LIN    O11   86   6.056   0.850   5.553 -0.0569 -0.1638 -0.0827
    4LIN    O12   87   6.545   0.918   5.903  0.0803 -0.1563  0.0973
    4LIN    O13   88   6.452   1.000   5.493 -0.4241  0.0996 -0.1981
    4LIN   Nb14   89   6.527   0.779   5.432  0.0885  0.1144 -0.0878
    4LIN   Nb15   90   6.401   1.046   5.262 -0.0467  0.0648 -0.4253
    4LIN   Nb16   91   6.676   1.085   5.459  0.1055 -0.0733 -0.2142
    4LIN    O17   92   6.584   0.607   5.385  0.6414  0.0667 -0.1400
    4LIN    O18   93   6.556   0.781   5.634 -0.5752 -0.1859  0.3018
    4LIN    O19   94   6.697   0.887   5.416  0.1758 -0.2570 -0.2296
    4LIN    O20   95   6.471   0.854   5.252  0.0230  0.2680 -0.2407
    4LIN    O21   96   6.331   0.749   5.473  0.2104  0.3245  0.4100
    4LIN    O22   97   6.226   0.967   5.329  0.4807 -0.3350 -0.2637
    4LIN    O23   98   6.595   1.104   5.276  0.0670 -0.0337  0.1302
    4LIN    O24   99   6.850   1.149   5.433 -0.0403  0.1785  0.2385
    4LIN    O25  100   6.360   1.081   5.083 -0.3518  0.0005  0.3838
    5LIN    Nb1  101   6.545   1.221   6.217  0.2087  0.1941  0.0683
    5LIN    Nb2  102   6.526   1.411   6.503 -0.0695 -0.1723  0.0067
    5LIN    Nb3  103   6.588   1.559   6.202 -0.4801 -0.2600 -0.0345
    5LIN     O4  104   6.645   1.073   6.164  0.3211  0.3832 -0.5795
    5LIN     O5  105   6.432   1.259   6.052  0.1381 -0.2355 -0.1928
    5LIN     O6  106   6.663   1.376   6.160 -0.5096 -0.3242 -0.0568
    5LIN     O7  107   6.611   1.251   6.407  0.2488  0.1983 -0.4196
    5LIN     O8  108   6.380   1.136   6.298 -0.0833 -0.0750 -0.3630
    5LIN     O9  109   6.364   1.290   6.533  0.0101 -0.0858 -0.3787
    5LIN    O10  110   6.647   1.530   6.393  0.1150  0.0926  0.4802
    5LIN    O11  111   6.722   1.673   6.136  0.1472  0.3066 -0.3661
    5LIN    O12  112   6.609   1.408   6.668  0.0055  0.1294 -0.2185
    5LIN    O13  113   6.417   1.414   6.286  0.2796  0.3019  0.1002
    5LIN   Nb14  114   6.286   1.606   6.355  0.0443  0.3950  0.1540
    5LIN   Nb15  115   6.305   1.417   6.070 -0.1290  0.0838 -0.1548
    5LIN   Nb16  116   6.244   1.267   6.371  0.3969  0.4392 -0.3288
    5LIN    O17  117   6.186   1.753   6.409 -0.4569 -0.3400 -0.0641
    5LIN    O18  118   6.400   1.569   6.519  0.4508 -0.5102  0.2835
    5LIN    O19  119   6.169   1.452   6.413  0.3934 -0.5910  0.5730
    5LIN    O20  120   6.221   1.575   6.164  0.0641 -0.4725 -0.4570
    5LIN    O21  121   6.452   1.691   6.274 -0.3747 -0.4995 -0.3154
    5LIN    O22  122   6.468   1.538   6.039 -0.6274  0.0907 -0.1016
    5LIN    O23  123   6.184   1.298   6.180 -0.7045 -0.3482  0.2388
    5LIN    O24  124   6.110   1.155   6.437  0.0293 -0.0769 -0.1893
    5LIN    O25  125   6.223   1.418   5.903  0.2876  0.0700 -0.0308
    6LIN    Nb1  126   6.024   3.540   5.986 -0.1827 -0.4654 -0.6232
    6LIN    Nb2  127   5.969   3.208   5.936  0.0331 -0.2833  0.2285
    6LIN    Nb3  128   5.765   3.437   5.788  0.1039  0.0330 -0.0286
    6LIN     O4  129   6.039   3.650   6.137 -0.5422 -0.1394  0.2485
    6LIN     O5  130   6.047   3.672   5.833 -0.1022  0.0102 -0.5766
    6LIN     O6  131   5.824   3.548   5.948  0.0057 -0.4113 -0.1438
    6LIN     O7  132   5.992   3.359   6.071 -0.4658  0.3420 -0.2258
    6LIN     O8  133   6.216   3.484   5.953 -0.0334 -0.5255  0.1017
    6LIN     O9  134   6.170   3.209   5.915  0.0818 -0.5013 -0.0785
    6LIN    O10  135   5.780   3.274   5.910  0.1728  0.0925  0.7025
    6LIN    O11  136   5.580   3.469   5.787  0.1575  0.5049 -0.3332
    6LIN    O12  137   5.941   3.059   6.047  0.3600 -0.1013  0.0031
    6LIN    O13  138   6.002   3.397   5.793  0.7076 -0.0042 -0.0458
    6LIN   Nb14  139   5.982   3.255   5.600 -0.2135 -0.0056  0.3288
    6LIN   Nb15  140   6.036   3.588   5.648  0.1803  0.4974 -0.3566
    6LIN   Nb16  141   6.238   3.357   5.797 -0.1317 -0.2080  0.0315
    6LIN    O17  142   5.966   3.145   5.449 -0.2639 -0.0492  0.1303
    6LIN    O18  143   5.956   3.124   5.752  0.3618  0.3790 -0.2739
    6LIN    O19  144   6.181   3.247   5.637 -0.0499 -0.1372 -0.3025
    6LIN    O20  145   6.012   3.437   5.515  0.2975 -0.3812 -0.2701
    6LIN    O21  146   5.790   3.313   5.632 -0.0896 -0.1640 -0.1874
    6LIN    O22  147   5.834   3.588   5.670 -0.5374 -0.1608  0.1761
    6LIN    O23  148   6.225   3.521   5.676  0.1266  0.5164 -0.3799
    6LIN    O24  149   6.425   3.327   5.799  0.0929 -0.2051  0.3833
    6LIN    O25  150   6.064   3.736   5.537  0.0110  0.1953  0.4498
    7LIN    Nb1  151   5.392   8.981   8.811  0.2160  0.0371  0.4946
    7LIN    Nb2  152   5.460   9.197   9.066  0.1506 -0.1520 -0.1486
    7LIN    Nb3  153   5.160   9.033   9.054 -0.0336 -0.0299  0.2581
    7LIN     O4  154   5.393   8.992   8.624  0.2768 -0.1344  0.3170
    7LIN     O5  155   5.337   8.788   8.841 -0.0885 -0.5277 -0.0285
    7LIN     O6  156   5.202   9.033   8.856 -0.2866 -0.8342  0.1440
    7LIN     O7  157   5.449   9.168   8.866 -0.0700 -0.0299 -0.0777
    7LIN     O8  158   5.581   8.921   8.850 -0.5868  0.4342 -0.8116
    7LIN     O9  159   5.637   9.101   9.060  0.1580 -0.7041  0.1734
    7LIN    O10  160   5.257   9.210   9.065  0.1332 -0.2387 -0.0638
    7LIN    O11  161   4.980   9.086   9.058 -0.1005 -0.2543  0.1529
    7LIN    O12  162   5.509   9.376   9.081 -0.3187  0.1575 -0.0575
    7LIN    O13  163   5.392   8.965   9.052  0.2748  0.1677  0.5512
    7LIN   Nb14  164   5.391   8.949   9.292  0.2491 -0.0478 -0.2873
    7LIN   Nb15  165   5.323   8.735   9.036  0.0645  0.3476 -0.0818
    7LIN   Nb16  166   5.623   8.898   9.047  0.1628  0.1145 -0.2619
    7LIN    O17  167   5.392   8.938   9.478  0.3335 -0.2162 -0.1348
    7LIN    O18  168   5.447   9.143   9.261  0.7868 -0.2757  0.0569
    7LIN    O19  169   5.581   8.898   9.246 -0.2426  0.0293 -0.1646
    7LIN    O20  170   5.334   8.763   9.236 -0.1094 -0.1687  0.0199
    7LIN    O21  171   5.200   9.010   9.251  0.1673 -0.1235  0.1141
    7LIN    O22  172   5.145   8.832   9.042  0.5148 -0.0248 -0.1262
    7LIN    O23  173   5.525   8.720   9.037 -0.0343  0.0226  0.2150
    7LIN    O24  174   5.803   8.846   9.044 -0.3253 -0.2630 -0.1538
    7LIN    O25  175   5.273   8.555   9.022 -0.2652 -0.1921  0.0314
    8LIN    Nb1  176   8.282   8.798   1.404  0.0021  0.1354 -0.6430
    8LIN    Nb2  177   8.482   8.991   1.206 -0.4517 -0.2695  0.0220
    8LIN    Nb3  178   8.435   8.661   1.131  0.0796  0.1804  0.1715
    8LIN     O4  179   8.277   8.756   1.586  0.6006 -0.1353  0.1907
    8LIN     O5  180   8.125   8.692   1.330 -0.5502 -0.2886 -0.3831
    8LIN     O6  181   8.403   8.652   1.330  0.1047 -0.2908 -0.1881
    8LIN     O7  182   8.441   8.923   1.393  0.6428 -0.2866 -0.0264
    8LIN     O8  183   8.163   8.960   1.392 -0.3339  0.0384 -0.0096
    8LIN     O9  184   8.328   9.121   1.231 -0.0173 -0.1536  0.2622
    8LIN    O10  185   8.567   8.811   1.170  0.1547  0.3133  0.1476
    8LIN    O11  186   8.549   8.516   1.100  0.4554  0.3387  0.5275
    8LIN    O12  187   8.632   9.099   1.235  0.1353  0.2710  0.2884
    8LIN    O13  188   8.289   8.849   1.169  0.7890  0.1089  0.3575
    8LIN   Nb14  189   8.298   8.903   0.932  0.0499 -0.1784  0.4252
    8LIN   Nb15  190   8.097   8.710   1.130  0.5486  0.1448  0.0238
    8LIN   Nb16  191   8.144   9.040   1.207  0.0813 -0.1658  0.0761
    8LIN    O17  192   8.303   8.945   0.750  0.2972 -0.3445 -0.2229
    8LIN    O18  193   8.454   9.010   1.006  0.3100  0.6401 -0.1811
    8LIN    O19  194   8.177   9.048   1.005  0.6013  0.2187  0.0235
    8LIN    O20  195   8.139   8.777   0.943  0.6808  0.2484 -0.4909
    8LIN    O21  196   8.418   8.739   0.945  0.0975 -0.1240 -0.1372
    8LIN    O22  197   8.252   8.579   1.105 -0.2247 -0.3236  0.1897
    8LIN    O23  198   8.013   8.890   1.166 -0.0999 -0.3412 -0.2347
    8LIN    O24  199   8.031   9.185   1.235  0.0654  0.0428 -0.0522
    8LIN    O25  200   7.948   8.602   1.102  0.2512 -0.2312  0.3551
    9LIN    Nb1  201   2.891   6.891   2.488 -0.0221 -0.0137  0.1522
    9LIN    Nb2  202   2.658   6.657   2.570  0.0821 -0.0207 -0.1581
    9LIN    Nb3  203   2.580   6.988   2.585 -0.0867  0.1993  0.0606
    9LIN     O4  204   3.066   6.929   2.543 -0.0143  0.1136 -0.2651
    9LIN     O5  205   2.858   7.034   2.347 -0.0889 -0.2267 -0.2453
    9LIN     O6  206   2.780   7.003   2.615 -0.1641  0.4822 -0.4265
    9LIN     O7  207   2.846   6.729   2.600 -0.1502  0.1397 -0.2172
    9LIN     O8  208   2.923   6.763   2.332 -0.2277 -0.3032 -0.1894
    9LIN     O9  209   2.732   6.568   2.402 -0.1505  0.0785 -0.1437
    9LIN    O10  210   2.591   6.810   2.683 -0.1541  0.1129  0.1363
    9LIN    O11  211   2.512   7.101   2.720 -0.2460 -0.3867  0.6128
    9LIN    O12  212   2.649   6.513   2.690  0.1890  0.2904 -0.5468
    9LIN    O13  213   2.666   6.841   2.417 -0.4410  0.3065  0.6241
    9LIN   Nb14  214   2.441   6.791   2.344 -0.0074 -0.1578  0.0933
    9LIN   Nb15  215   2.675   7.026   2.261 -0.0973 -0.1064  0.1654
    9LIN   Nb16  216   2.754   6.695   2.246  0.1233 -0.0113 -0.0552
    9LIN    O17  217   2.267   6.753   2.288 -0.2192 -0.0989  0.2713
    9LIN    O18  218   2.475   6.648   2.483 -0.3368  0.2132 -0.1107
    9LIN    O19  219   2.553   6.680   2.216  0.6042  0.3515 -0.7637
    9LIN    O20  220   2.488   6.954   2.230 -0.2218  0.3674 -0.2409
    9LIN    O21  221   2.410   6.920   2.498  0.1851  0.2043 -0.1555
    9LIN    O22  222   2.601   7.114   2.429 -0.3492  0.1031  0.1268
    9LIN    O23  223   2.742   6.872   2.148 -0.3681  0.1387  0.3875
    9LIN    O24  224   2.820   6.581   2.112 -0.2502 -0.1068  0.0906
    9LIN    O25  225   2.683   7.169   2.140  0.2271 -0.1442  0.0521
   10LIN    Nb1  226   4.810   1.772   6.875 -0.0883 -0.2924 -0.3441
   10LIN    Nb2  227   4.721   1.980   7.130 -0.0114 -0.0972  0.1610
   10LIN    Nb3  228   4.523   1.713   7.050 -0.0641 -0.1979 -0.3613
   10LIN     O4  229   4.855   1.794   6.695 -0.1655  0.0243 -0.4433
   10LIN     O5  230   4.829   1.570   6.898  0.0002  0.1716 -0.4838
   10LIN     O6  231   4.611   1.742   6.867  0.4753  0.0878 -0.0464
   10LIN     O7  232   4.774   1.962   6.936 -0.1251 -0.2526 -0.2390
   10LIN     O8  233   4.992   1.786   6.966  0.0874  0.3752 -0.0747
   10LIN     O9  234   4.918   1.960   7.174  0.3279 -0.0574 -0.4848
   10LIN    O10  235   4.537   1.914   7.076  0.3561  0.2438  0.2863
   10LIN    O11  236   4.342   1.692   7.001 -0.2438  0.3069  0.2586
   10LIN    O12  237   4.693   2.163   7.148  0.0723 -0.0031  0.1024
   10LIN    O13  238   4.755   1.740   7.107 -0.5803 -0.9459  0.3685
   10LIN   Nb14  239   4.698   1.711   7.341  0.2914  0.0228  0.4613
   10LIN   Nb15  240   4.789   1.502   7.085 -0.1124  0.1379 -0.0714
   10LIN   Nb16  241   4.986   1.768   7.168  0.3481  0.1418  0.3491
   10LIN    O17  242   4.655   1.686   7.521 -0.2896  0.2738  0.3482
   10LIN    O18  243   4.680   1.911   7.317  0.0960 -0.4610 -0.2184
   10LIN    O19  244   4.898   1.738   7.349  0.2500 -0.2457 -0.0466
   10LIN    O20  245   4.736   1.520   7.281  0.0851  0.4945  0.4460
   10LIN    O21  246   4.517   1.696   7.249  0.1204  0.7805  0.3589
   10LIN    O22  247   4.591   1.522   7.041 -0.1275 -0.2444  0.1186
   10LIN    O23  248   4.973   1.568   7.140  0.5541  0.0354 -0.3086
   10LIN    O24  249   5.167   1.789   7.214  0.1666 -0.2001  0.3113
   10LIN    O25  250   4.816   1.319   7.067 -0.3755  0.1881  0.0857
   11LIN    Nb1  251   3.406   7.274   1.883 -0.3580  0.0275 -0.4085
   11LIN    Nb2  252   3.317   7.395   1.577  0.1644  0.2414 -0.2734
   11LIN    Nb3  253   3.272   7.064   1.651 -0.1380 -0.2062 -0.1216
   11LIN     O4  254   3.564   7.275   1.984 -0.2236 -0.3731 -0.5218
   11LIN     O5  255   3.278   7.175   2.004 -0.2706 -0.0441 -0.1344
   11LIN     O6  256   3.427   7.104   1.776 -0.5786  0.0170 -0.6796
   11LIN     O7  257   3.463   7.376   1.716  0.0049 -0.0125 -0.4272
   11LIN     O8  258   3.315   7.445   1.943 -0.2025  0.0191 -0.1390
   11LIN     O9  259   3.242   7.545   1.691  0.4205  0.2907  0.3599
   11LIN    O10  260   3.353   7.202   1.525 -0.0378  0.0086 -0.5225
   11LIN    O11  261   3.323   6.903   1.572  0.0627  0.1756 -0.2964
   11LIN    O12  262   3.403   7.487   1.438 -0.3205  0.3584  0.0990
   11LIN    O13  263   3.204   7.272   1.752  0.5994 -0.6366  0.0402
   11LIN   Nb14  264   3.002   7.271   1.622  0.0637 -0.1397 -0.0501
   11LIN   Nb15  265   3.092   7.151   1.928  0.0405 -0.3499  0.4030
   11LIN   Nb16  266   3.137   7.482   1.852 -0.0900  0.0217  0.0354
   11LIN    O17  267   2.844   7.271   1.520 -0.0983  0.3608 -0.4324
   11LIN    O18  268   3.130   7.371   1.500 -0.5247  0.0447 -0.0562
   11LIN    O19  269   2.983   7.444   1.727  0.6007  0.7262 -0.0898
   11LIN    O20  270   2.945   7.171   1.787 -0.6346  0.1379 -0.2185
   11LIN    O21  271   3.094   7.101   1.560 -0.1531 -0.1212 -0.3561
   11LIN    O22  272   3.167   7.001   1.812  0.3401  0.1973  0.5846
   11LIN    O23  273   3.056   7.345   1.979  0.0708 -0.0142 -0.0785
   11LIN    O24  274   3.085   7.643   1.933  0.3294 -0.1491  0.0973
   11LIN    O25  275   3.006   7.060   2.065  0.4316 -0.1971  0.0858
   12LIN    Nb1  276   0.406   4.857   4.294  0.3702 -0.2280  0.0863
   12LIN    Nb2  277   0.721   4.976   4.340 -0.2352 -0.3098 -0.4396
   12LIN    Nb3  278   0.647   4.652   4.413  0.0770  0.5293 -0.2513
   12LIN     O4  279   0.234   4.910   4.350  0.0269 -0.4763 -0.6665
   12LIN     O5  280   0.364   4.695   4.180  0.6162 -0.0981 -0.3049
   12LIN     O6  281   0.463   4.732   4.441  0.2832  0.2472  0.5126
   12LIN     O7  282   0.523   4.999   4.379  0.3166  0.2754 -0.0106
   12LIN     O8  283   0.425   4.960   4.120  0.0371  0.0297 -0.3918
   12LIN     O9  284   0.685   5.059   4.159  0.2591 -0.0090 -0.0099
   12LIN    O10  285   0.721   4.828   4.480 -0.0946  0.0116  0.0722
   12LIN    O11  286   0.664   4.543   4.567 -0.1561  0.0528  0.2984
   12LIN    O12  287   0.799   5.117   4.435  0.3194  0.1882  0.2167
   12LIN    O13  288   0.625   4.791   4.220  0.4230  0.0914  0.2622
   12LIN   Nb14  289   0.843   4.723   4.146 -0.1755  0.1219  0.0984
   12LIN   Nb15  290   0.527   4.608   4.099  0.2179  0.6191  0.2048
   12LIN   Nb16  291   0.601   4.930   4.027  0.2616 -0.4064  0.3008
   12LIN    O17  292   1.014   4.671   4.088 -0.2707 -0.4351  0.3046
   12LIN    O18  293   0.885   4.887   4.258  0.3001  0.2418  0.1156
   12LIN    O19  294   0.786   4.850   3.998  0.2798 -0.3802 -0.3851
   12LIN    O20  295   0.725   4.583   4.060  0.7996 -0.4482  0.7252
   12LIN    O21  296   0.824   4.622   4.321  0.2509 -0.5731  0.5794
   12LIN    O22  297   0.563   4.523   4.280  0.7607 -0.2053  0.2767
   12LIN    O23  298   0.528   4.754   3.959  0.1789 -0.5176 -0.2617
   12LIN    O24  299   0.584   5.040   3.873  0.3404  0.3297 -0.2712
   12LIN    O25  300   0.449   4.465   4.004 -0.4412 -0.0805 -0.2175
   13LIN    Nb1  301   7.355   3.144   9.129 -0.0515 -0.0585 -0.3513
   13LIN    Nb2  302   7.388   3.245   8.804  0.0666  0.1838 -0.0232
   13LIN    Nb3  303   7.645   3.083   8.958  0.0046 -0.1151  0.0863
   13LIN     O4  304   7.310   3.227   9.290  0.0290  0.1145 -0.1864
   13LIN     O5  305   7.384   2.952   9.186  0.0903 -0.4391 -0.2281
   13LIN     O6  306   7.557   3.164   9.122  0.1572 -0.9012  0.2699
   13LIN     O7  307   7.343   3.298   8.995 -0.2112 -0.0193  0.0379
   13LIN     O8  308   7.173   3.083   9.058  0.1335 -0.4551 -0.7068
   13LIN     O9  309   7.199   3.170   8.793  0.4056  0.3296  0.3183
   13LIN    O10  310   7.582   3.249   8.859 -0.0371 -0.0272 -0.2759
   13LIN    O11  311   7.826   3.121   8.988 -0.3513  0.6546  0.0471
   13LIN    O12  312   7.370   3.409   8.714  0.2619 -0.0454 -0.7446
   13LIN    O13  313   7.410   3.036   8.920  0.7550  1.2181  0.4336
   13LIN   Nb14  314   7.467   2.928   8.710 -0.0015 -0.1233  0.0306
   13LIN   Nb15  315   7.436   2.826   9.035  0.1668 -0.1072  0.2404
   13LIN   Nb16  316   7.177   2.988   8.881 -0.2538 -0.1256 -0.1543
   13LIN    O17  317   7.511   2.844   8.550  0.1129 -0.0503  0.0940
   13LIN    O18  318   7.437   3.119   8.653 -0.7293 -0.1046 -0.1637
   13LIN    O19  319   7.266   2.907   8.717  0.3146 -0.2453 -0.1315
   13LIN    O20  320   7.479   2.774   8.843 -0.2569  0.6961 -0.3575
   13LIN    O21  321   7.648   2.987   8.779 -0.0181 -0.4447 -0.2114
   13LIN    O22  322   7.623   2.903   9.045 -0.5989  0.0836 -0.1650
   13LIN    O23  323   7.240   2.823   8.981  0.0793  0.2503  0.0713
   13LIN    O24  324   6.996   2.949   8.851 -0.4883 -0.2968 -0.2966
   13LIN    O25  325   7.453   2.664   9.127 -0.3083 -0.0452  0.1713
   14LIN    Nb1  326   3.289   8.154   2.339 -0.2450  0.0507  0.1135
   14LIN    Nb2  327   3.369   7.871   2.167 -0.1957 -0.4587 -0.3182
   14LIN    Nb3  328   3.226   8.133   2.005  0.2793 -0.0006  0.3156
   14LIN     O4  329   3.187   8.192   2.491  0.1731  0.3194 -0.5547
   14LIN     O5  330   3.355   8.339   2.284  0.3083  0.2091  0.0920
   14LIN     O6  331   3.151   8.169   2.190 -0.1815 -0.2403 -0.3674
   14LIN     O7  332   3.270   7.952   2.325 -0.1051  0.2506 -0.0708
   14LIN     O8  333   3.473   8.123   2.418 -0.1356  0.1564 -0.4033
   14LIN     O9  334   3.539   7.889   2.278 -0.1198 -0.2305 -0.7941
   14LIN    O10  335   3.217   7.937   2.050  0.0482  0.1952 -0.4407
   14LIN    O11  336   3.073   8.155   1.897  0.2775 -0.5550 -0.1975
   14LIN    O12  337   3.328   7.689   2.183  0.2232  0.3580  0.1231
   14LIN    O13  338   3.421   8.106   2.144  0.1981 -0.1754 -0.0729
   14LIN   Nb14  339   3.552   8.057   1.948  0.0719  0.2019  0.2251
   14LIN   Nb15  340   3.471   8.340   2.120  0.1304  0.8115 -0.0654
   14LIN   Nb16  341   3.615   8.077   2.282 -0.2606  0.1695 -0.2879
   14LIN    O17  342   3.655   8.020   1.796 -0.0045  0.7444 -0.0477
   14LIN    O18  343   3.487   7.873   2.002 -0.4919  0.6149 -0.0539
   14LIN    O19  344   3.689   8.042   2.096  0.2322 -0.2543  0.2241
   14LIN    O20  345   3.569   8.259   1.962 -0.1200  0.1767  0.0478
   14LIN    O21  346   3.369   8.087   1.868 -0.3143 -0.6122 -0.2053
   14LIN    O22  347   3.302   8.321   2.008  0.2259 -0.0363 -0.9310
   14LIN    O23  348   3.624   8.274   2.236  0.2470  0.1264 -0.4846
   14LIN    O24  349   3.767   8.054   2.390 -0.2076  0.0012  0.3719
   14LIN    O25  350   3.512   8.522   2.102  0.4975  0.1911 -0.4630
   15LIN    Nb1  351   3.302   0.159   7.639 -0.2567 -0.0039 -0.2265
   15LIN    Nb2  352   3.479  -0.100   7.774 -0.0036  0.1287  0.0719
   15LIN    Nb3  353   3.644   0.159   7.625  0.0610  0.0055 -0.5074
   15LIN     O4  354   3.164   0.175   7.515 -0.1929 -0.0504  0.0990
   15LIN     O5  355   3.336   0.352   7.694 -0.1958  0.0067 -0.1016
   15LIN     O6  356   3.468   0.173   7.524  0.0677  0.4368  0.2958
   15LIN     O7  357   3.332  -0.041   7.646  0.1162  0.0356  0.2426
   15LIN     O8  358   3.200   0.141   7.814  0.1425 -0.3647  0.5087
   15LIN     O9  359   3.345  -0.076   7.924  0.0724 -0.0856 -0.3348
   15LIN    O10  360   3.612  -0.041   7.632 -0.2378 -0.1033  0.1232
   15LIN    O11  361   3.770   0.176   7.488  0.0088 -0.1655 -0.0183
   15LIN    O12  362   3.481  -0.287   7.750  0.0201 -0.2232 -0.6744
   15LIN    O13  363   3.480   0.138   7.803 -0.1119  1.0401 -0.7270
   15LIN   Nb14  364   3.658   0.118   7.965 -0.0047  0.0760  0.2737
   15LIN   Nb15  365   3.482   0.378   7.831  0.0454 -0.1872 -0.0891
   15LIN   Nb16  366   3.317   0.118   7.979 -0.2417 -0.0509  0.3626
   15LIN    O17  367   3.796   0.102   8.089  0.2929 -0.3148 -0.0852
   15LIN    O18  368   3.626  -0.075   7.911  0.5008  0.0726 -0.2483
   15LIN    O19  369   3.492   0.105   8.080  0.3718  0.0006 -0.6164
   15LIN    O20  370   3.629   0.319   7.958  0.6529 -0.8261  0.1062
   15LIN    O21  371   3.760   0.137   7.789 -0.1041 -0.3168  0.1156
   15LIN    O22  372   3.617   0.352   7.681 -0.0444 -0.2786 -0.1576
   15LIN    O23  373   3.349   0.318   7.972 -0.4419 -0.5167  0.1399
   15LIN    O24  374   3.190   0.103   8.114  0.3737  0.4523 -0.2780
   15LIN    O25  375   3.481   0.563   7.855 -0.1468  0.1357 -0.5003
   16LIN    Nb1  376   3.396   0.004   8.713 -0.0350  0.1341 -0.0040
   16LIN    Nb2  377   3.432  -0.174   8.424  0.3118 -0.2600  0.1679
   16LIN    Nb3  378   3.696  -0.002   8.554  0.0464 -0.0100  0.0316
   16LIN     O4  379   3.279   0.138   8.772 -0.5488 -0.5844 -0.1073
   16LIN     O5  380   3.515  -0.025   8.875  0.6137 -0.0106 -0.4899
   16LIN     O6  381   3.546   0.112   8.631  0.1285  0.0542  0.3675
   16LIN     O7  382   3.328  -0.032   8.525  0.1674 -0.2400 -0.4289
   16LIN     O8  383   3.299  -0.167   8.771  0.0418 -0.8386  0.0243
   16LIN     O9  384   3.326  -0.311   8.531  0.3518 -0.3545  0.4619
   16LIN    O10  385   3.574  -0.031   8.394  0.2575 -0.1312 -0.1127
   16LIN    O11  386   3.814   0.129   8.488  0.4396  0.0944  0.0854
   16LIN    O12  387   3.348  -0.175   8.257  0.2252  0.0790 -0.3525
   16LIN    O13  388   3.545  -0.168   8.636 -0.0284 -0.3347 -0.9498
   16LIN   Nb14  389   3.695  -0.341   8.559 -0.0036 -0.0112  0.3126
   16LIN   Nb15  390   3.659  -0.164   8.849  0.1232  0.0756  0.0980
   16LIN   Nb16  391   3.396  -0.337   8.719 -0.2144 -0.1114 -0.3361
   16LIN    O17  392   3.812  -0.476   8.501  0.3224  0.2539 -0.8260
   16LIN    O18  393   3.576  -0.314   8.398  0.4334 -0.4553  0.2197
   16LIN    O19  394   3.544  -0.449   8.642 -0.3953 -0.0560 -0.4263
   16LIN    O20  395   3.764  -0.307   8.747  0.0286 -0.0176 -0.0911
   16LIN    O21  396   3.793  -0.172   8.504  0.6435 -0.0798  0.0600
   16LIN    O22  397   3.764  -0.027   8.744 -0.1101 -0.1476  0.8846
   16LIN    O23  398   3.517  -0.306   8.879 -0.3891  0.2946  0.2700
   16LIN    O24  399   3.277  -0.469   8.784 -0.1380  0.2966  0.0280
   16LIN    O25  400   3.745  -0.163   9.016  0.3388  0.2301 -0.5145
   17LIN    Nb1  401   7.126   7.474   5.488 -0.1703  0.5631 -0.0439
   17LIN    Nb2  402   7.009   7.168   5.581 -0.4514  0.0717  0.3383
   17LIN    Nb3  403   7.166   7.206   5.281 -0.2621 -0.1200 -0.4209
   17LIN     O4  404   7.050   7.645   5.472  0.1796  0.3863  0.0168
   17LIN     O5  405   7.319   7.507   5.435  0.4968 -0.4463  0.3467
   17LIN     O6  406   7.096   7.397   5.305 -0.3835  0.2653 -0.0010
   17LIN     O7  407   6.968   7.365   5.552  0.0050  0.2319 -0.3449
   17LIN     O8  408   7.189   7.476   5.681 -1.0270 -0.4676  0.5584
   17LIN     O9  409   7.091   7.222   5.758 -0.1901 -0.7498 -0.0846
   17LIN    O10  410   7.000   7.146   5.380  0.3945 -0.2036 -0.5299
   17LIN    O11  411   7.122   7.170   5.103 -0.4357 -0.0622  0.5615
   17LIN    O12  412   6.844   7.099   5.634  0.0691 -0.4468  0.3484
   17LIN    O13  413   7.224   7.255   5.512 -0.1283  0.6296  0.4848
   17LIN   Nb14  414   7.319   7.035   5.532  0.0340 -0.8202  0.0490
   17LIN   Nb15  415   7.435   7.341   5.442  0.2719  0.1714 -0.1368
   17LIN   Nb16  416   7.279   7.302   5.741 -0.0723  0.3550  0.6518
   17LIN    O17  417   7.394   6.864   5.549  0.2464  0.4839 -0.0619
   17LIN    O18  418   7.126   7.002   5.587  0.9970 -0.1735  0.1629
   17LIN    O19  419   7.348   7.112   5.718  0.0590 -0.6416 -0.1315
   17LIN    O20  420   7.477   7.144   5.470 -0.0488 -0.1097  0.0438
   17LIN    O21  421   7.254   7.036   5.339 -0.1488  0.3910 -0.3678
   17LIN    O22  422   7.352   7.286   5.264 -0.0631  0.0801  0.0686
   17LIN    O23  423   7.445   7.364   5.643  0.3063 -0.5079 -0.1999
   17LIN    O24  424   7.322   7.340   5.919  0.2702 -0.3976 -0.1347
   17LIN    O25  425   7.602   7.411   5.388  0.2649  0.3952  0.6043
   18LIN    Nb1  426   8.280   1.035   6.301  0.2935 -0.0751  0.1194
   18LIN    Nb2  427   8.124   1.232   6.071 -0.4082  0.0134 -0.3042
   18LIN    Nb3  428   8.386   1.032   5.977 -0.3928  0.0443 -0.0626
   18LIN     O4  429   8.361   1.066   6.467 -0.0647 -0.7752 -0.2106
   18LIN     O5  430   8.303   0.835   6.279 -0.0471 -0.0994  0.2365
   18LIN     O6  431   8.435   1.058   6.173  0.0155  0.0574 -0.2587
   18LIN     O7  432   8.219   1.221   6.250  0.0687  0.1727 -0.2709
   18LIN     O8  433   8.088   0.995   6.355  0.1300 -0.2533  0.1631
   18LIN     O9  434   7.959   1.159   6.165 -0.1798 -0.2465  0.1226
   18LIN    O10  435   8.307   1.219   5.984  0.3352 -0.1305  0.1899
   18LIN    O11  436   8.550   1.061   5.892  0.0435  0.0783  0.5339
   18LIN    O12  437   8.087   1.414   6.055 -0.4038 -0.0960 -0.0181
   18LIN    O13  438   8.175   0.995   6.088  0.1005  0.1404  0.3277
   18LIN   Nb14  439   8.070   0.956   5.875  0.2825 -0.1104  0.1497
   18LIN   Nb15  440   8.226   0.761   6.107  0.2420  0.0120  0.0620
   18LIN   Nb16  441   7.963   0.960   6.199  0.3214  0.3744 -0.1981
   18LIN    O17  442   7.986   0.929   5.710  0.2390 -0.2862  0.4092
   18LIN    O18  443   8.047   1.158   5.898 -0.6541  0.0927  0.0306
   18LIN    O19  444   7.915   0.932   6.005  0.5038 -0.2316 -0.0724
   18LIN    O20  445   8.131   0.770   5.927  0.0928  0.0441 -0.1408
   18LIN    O21  446   8.261   0.996   5.821 -0.1647 -0.4082 -0.6461
   18LIN    O22  447   8.390   0.832   6.011 -0.1107  0.1478  0.6837
   18LIN    O23  448   8.042   0.773   6.193  0.5839 -0.3125 -0.0597
   18LIN    O24  449   7.800   0.930   6.285  0.0018 -0.2046 -0.8915
   18LIN    O25  450   8.263   0.578   6.123  0.4088 -0.7076  0.1916
   19LIN    Nb1  451   0.075   4.438   5.357 -0.1025  0.1561  0.1232
   19LIN    Nb2  452   0.217   4.128   5.382  0.2466 -0.0721  0.1859
   19LIN    Nb3  453  -0.043   4.181   5.166  0.0905 -0.2420 -0.1297
   19LIN     O4  454   0.000   4.558   5.480 -0.3705 -0.8696 -0.1190
   19LIN     O5  455   0.057   4.537   5.182 -0.2102 -0.6841 -0.0174
   19LIN     O6  456  -0.085   4.327   5.302  0.2332 -0.3290 -0.0371
   19LIN     O7  457   0.130   4.284   5.479 -0.3543 -0.3408  0.0336
   19LIN     O8  458   0.270   4.494   5.357  0.2304 -0.1618  0.3182
   19LIN     O9  459   0.388   4.239   5.379  0.4364 -0.0514 -0.3127
   19LIN    O10  460   0.031   4.074   5.323  0.0803 -0.0674  0.0946
   19LIN    O11  461  -0.210   4.102   5.141 -0.0385 -0.2146 -0.0548
   19LIN    O12  462   0.250   4.007   5.521  0.1589 -0.1109 -0.2641
   19LIN    O13  463   0.174   4.282   5.201  0.7404 -0.7544 -0.4694
   19LIN   Nb14  464   0.270   4.126   5.045  0.0966 -0.4507 -0.3631
   19LIN   Nb15  465   0.130   4.437   5.022 -0.1564  0.0274 -0.2046
   19LIN   Nb16  466   0.390   4.385   5.236  0.1853  0.1296  0.3156
   19LIN    O17  467   0.348   4.007   4.925 -0.3271 -0.3263  0.2909
   19LIN    O18  468   0.289   4.028   5.221  0.1495 -0.1165  0.4484
   19LIN    O19  469   0.431   4.239   5.101 -0.4074  0.5370 -0.4041
   19LIN    O20  470   0.217   4.281   4.925  0.0881  0.1744  0.1923
   19LIN    O21  471   0.075   4.071   5.046 -0.3085  0.1243  0.7052
   19LIN    O22  472  -0.041   4.326   5.025  0.3284 -0.1393  0.4484
   19LIN    O23  473   0.316   4.492   5.081  0.0258  0.1625  0.1041
   19LIN    O24  474   0.557   4.463   5.264 -0.0207 -0.3810  0.5682
   19LIN    O25  475   0.097   4.557   4.881  0.1468 -0.2594 -0.3760
   20LIN    Nb1  476   6.188   8.600   6.228  0.0389 -0.2679  0.0819
   20LIN    Nb2  477   6.447   8.632   6.445  0.1835  0.2316 -0.4633
   20LIN    Nb3  478   6.507   8.536   6.125  0.3852 -0.0979  0.1675
   20LIN     O4  479   6.027   8.505   6.228  0.1610  0.2009  0.3208
   20LIN     O5  480   6.182   8.696   6.048  0.3501  0.7965 -0.3253
   20LIN     O6  481   6.316   8.468   6.141  0.1755  0.2808 -0.3603
   20LIN     O7  482   6.268   8.548   6.407 -0.2076 -0.1984 -0.2410
   20LIN     O8  483   6.134   8.776   6.313 -0.2562 -0.1920 -0.0411
   20LIN     O9  484   6.347   8.804   6.494 -0.0620  0.5761  0.1634
   20LIN    O10  485   6.528   8.494   6.321 -0.1192 -0.3493 -0.2317
   20LIN    O11  486   6.593   8.391   6.043  0.1011 -0.3133  0.2948
   20LIN    O12  487   6.491   8.561   6.613  0.1004 -0.0989  0.0800
   20LIN    O13  488   6.395   8.722   6.229 -0.8536 -0.6071 -0.0665
   20LIN   Nb14  489   6.602   8.846   6.229  0.1390  0.1212  0.2056
   20LIN   Nb15  490   6.342   8.812   6.011  0.2437 -0.1514 -0.1079
   20LIN   Nb16  491   6.285   8.909   6.333 -0.0062  0.2788  0.1350
   20LIN    O17  492   6.764   8.941   6.231 -0.1477  0.8143  0.1193
   20LIN    O18  493   6.610   8.749   6.408 -0.1571 -0.0147  0.0137
   20LIN    O19  494   6.475   8.977   6.314 -0.1577 -0.0007 -0.0251
   20LIN    O20  495   6.524   8.898   6.050 -0.2802  0.4414  0.2601
   20LIN    O21  496   6.657   8.670   6.143  0.1847  0.4078  0.3609
   20LIN    O22  497   6.444   8.643   5.963 -0.0663 -0.0996  0.0656
   20LIN    O23  498   6.263   8.951   6.135 -0.0380 -0.1555  0.3864
   20LIN    O24  499   6.198   9.055   6.414 -0.2690 -0.1947 -0.1030
   20LIN    O25  500   6.301   8.884   5.843  0.4604  0.2455  0.2108
   21LIN    Nb1  501   9.125   5.200   5.039  0.2285 -0.0588  0.1610
   21LIN    Nb2  502   9.308   5.183   4.752 -0.3719 -0.0620  0.0251
   21LIN    Nb3  503   9.290   4.912   4.960 -0.3970  0.1574 -0.1528
   21LIN     O4  504   9.123   5.313   5.189 -0.7726 -0.0936  0.7229
   21LIN     O5  505   8.977   5.068   5.085  0.6244  0.7807  0.2715
   21LIN     O6  506   9.259   5.059   5.096 -0.5211 -0.0627  0.2585
   21LIN     O7  507   9.272   5.281   4.927  0.2108 -0.0228 -0.5091
   21LIN     O8  508   8.992   5.290   4.915 -0.2023 -0.0041 -0.0957
   21LIN     O9  509   9.143   5.277   4.679 -0.2570  0.2342  0.2722
   21LIN    O10  510   9.407   5.044   4.862 -0.0082  0.3714  0.0046
   21LIN    O11  511   9.414   4.802   5.044 -0.1667 -0.1527  0.1773
   21LIN    O12  512   9.448   5.280   4.677 -0.2898  0.3386 -0.4026
   21LIN    O13  513   9.127   5.056   4.849 -0.3988 -0.2061 -0.0085
   21LIN   Nb14  514   9.130   4.908   4.657 -0.0787  0.1105  0.0395
   21LIN   Nb15  515   8.947   4.925   4.945 -0.0385  0.0454  0.1708
   21LIN   Nb16  516   8.967   5.196   4.737  0.0589 -0.0030  0.1806
   21LIN    O17  517   9.133   4.794   4.509  0.2477 -0.0319  0.1608
   21LIN    O18  518   9.277   5.039   4.612  0.0336  0.1250  0.0920
   21LIN    O19  519   8.998   5.049   4.600  0.1188 -0.0616 -0.7406
   21LIN    O20  520   8.984   4.826   4.771 -0.1139  0.2597  0.0461
   21LIN    O21  521   9.263   4.818   4.780  0.3389  0.3493  0.1802
   21LIN    O22  522   9.113   4.831   5.019 -0.0571  0.1306  0.2179
   21LIN    O23  523   8.848   5.062   4.836  0.0442 -0.1135  0.4760
   21LIN    O24  524   8.841   5.306   4.653 -0.2278 -0.4767  0.5032
   21LIN    O25  525   8.808   4.825   5.020  0.5147 -0.3872 -0.1237
   22LIN    Nb1  526   7.707   1.919   6.293 -0.2415  0.0109 -0.1433
   22LIN    Nb2  527   7.801   2.086   6.010 -0.0500 -0.2810  0.0519
   22LIN    Nb3  528   8.018   1.870   6.160  0.1455 -0.0804  0.2753
   22LIN     O4  529   7.641   1.969   6.461 -0.6520  0.1042 -0.0363
   22LIN     O5  530   7.715   1.717   6.309 -0.0522 -0.6125 -0.4166
   22LIN     O6  531   7.909   1.920   6.323 -0.1077  0.1512  0.0059
   22LIN     O7  532   7.729   2.098   6.200 -0.2847 -0.3578  0.0766
   22LIN     O8  533   7.538   1.894   6.186 -0.2262  0.0282 -0.2610
   22LIN     O9  534   7.614   2.032   5.954 -0.1290 -0.2328  0.3101
   22LIN    O10  535   7.984   2.058   6.092  0.3040 -0.0900  1.0480
   22LIN    O11  536   8.193   1.881   6.226  0.3359  0.6329 -0.0250
   22LIN    O12  537   7.810   2.266   5.958 -0.1338 -0.2270 -0.3708
   22LIN    O13  538   7.791   1.854   6.077  0.2706  0.4639 -0.1398
   22LIN   Nb14  539   7.877   1.789   5.860 -0.1782  0.0846 -0.1396
   22LIN   Nb15  540   7.784   1.622   6.144  0.2667  0.2850 -0.0131
   22LIN   Nb16  541   7.567   1.840   5.993  0.0802  0.2469  0.1472
   22LIN    O17  542   7.941   1.738   5.692  0.2286 -0.1163 -0.3124
   22LIN    O18  543   7.868   1.991   5.844 -0.1332 -0.9196 -0.7415
   22LIN    O19  544   7.677   1.787   5.830 -0.1202 -0.5811 -0.1056
   22LIN    O20  545   7.855   1.610   5.954 -0.0477 -0.1964  0.0910
   22LIN    O21  546   8.048   1.815   5.968  0.2677 -0.1169 -0.0645
   22LIN    O22  547   7.972   1.676   6.199  0.0412 -0.1176 -0.4614
   22LIN    O23  548   7.601   1.650   6.061  0.2227 -0.5594  0.1082
   22LIN    O24  549   7.391   1.827   5.928  0.2475  0.2185 -0.2061
   22LIN    O25  550   7.775   1.443   6.195 -0.1289 -0.1130 -0.3619
   23LIN    Nb1  551   2.222   7.511   2.796 -0.1652  0.2452 -0.2749
   23LIN    Nb2  552   2.167   7.559   2.462 -0.2574 -0.0681  0.0923
   23LIN    Nb3  553   1.912   7.607   2.685 -0.3284  0.0072 -0.0123
   23LIN     O4  554   2.286   7.370   2.900 -0.0238  0.3258 -0.1410
   23LIN     O5  555   2.183   7.654   2.935 -0.2753 -0.0018  0.1224
   23LIN     O6  556   2.022   7.474   2.793  0.0919  0.1638 -0.0440
   23LIN     O7  557   2.233   7.434   2.608  0.0389  0.1400 -0.2784
   23LIN     O8  558   2.391   7.614   2.752 -0.5763  0.3084  0.5599
   23LIN     O9  559   2.347   7.653   2.477 -0.5652 -0.4611 -0.1900
   23LIN    O10  560   1.979   7.512   2.519  0.6171 -0.0097  0.0295
   23LIN    O11  561   1.739   7.543   2.703 -0.0019 -0.2767  0.5738
   23LIN    O12  562   2.188   7.456   2.308 -0.0261  0.3179  0.2285
   23LIN    O13  563   2.139   7.692   2.662  0.4914  0.8178 -0.1513
   23LIN   Nb14  564   2.054   7.875   2.526  0.1817 -0.0576  0.3422
   23LIN   Nb15  565   2.109   7.826   2.860 -0.0933  0.2442  0.3909
   23LIN   Nb16  566   2.364   7.779   2.636  0.5049 -0.0673 -0.5115
   23LIN    O17  567   1.990   8.016   2.422  0.1958  0.0331  0.4608
   23LIN    O18  568   2.093   7.733   2.387 -0.3947  0.0621 -0.0844
   23LIN    O19  569   2.253   7.913   2.531 -0.0062 -0.0786 -0.1114
   23LIN    O20  570   2.044   7.952   2.713  0.0919  0.0401 -0.0958
   23LIN    O21  571   1.885   7.772   2.570  0.0291 -0.3502  1.0638
   23LIN    O22  572   1.929   7.733   2.844  0.0753 -0.4781 -0.5292
   23LIN    O23  573   2.298   7.874   2.803  0.0037 -0.2107 -0.0428
   23LIN    O24  574   2.536   7.844   2.618 -0.3795  0.0155  0.1418
   23LIN    O25  575   2.088   7.930   3.015 -0.4626  0.6943  0.4746
   24LIN    Nb1  576   7.531   0.791   5.232 -0.0936  0.0373  0.3410
   24LIN    Nb2  577   7.198   0.871   5.244  0.3899  0.1920 -0.0106
   24LIN    Nb3  578   7.364   0.787   5.529  0.0284 -0.1031  0.3740
   24LIN     O4  579   7.634   0.670   5.135  0.2155  0.1790 -0.1249
   24LIN     O5  580   7.669   0.888   5.343  0.2585  0.1333  0.5367
   24LIN     O6  581   7.481   0.686   5.397 -0.0341 -0.1469  0.1319
   24LIN     O7  582   7.344   0.755   5.161  0.7893 -0.2161 -0.4926
   24LIN     O8  583   7.533   0.955   5.110  0.2854 -0.0954 -0.3063
   24LIN     O9  584   7.260   1.018   5.118  0.0435  0.0292  0.1602
   24LIN    O10  585   7.209   0.749   5.406  0.1815 -0.0066  0.0208
   24LIN    O11  586   7.341   0.661   5.665 -0.1393 -0.0620 -0.0817
   24LIN    O12  587   7.043   0.807   5.159 -0.0313 -0.0486 -0.1881
   24LIN    O13  588   7.396   0.951   5.355 -0.7087  0.5828 -0.3997
   24LIN   Nb14  589   7.263   1.109   5.478  0.1307  0.0876 -0.2239
   24LIN   Nb15  590   7.594   1.031   5.466 -0.1925  0.1294 -0.3144
   24LIN   Nb16  591   7.427   1.115   5.179  0.1009  0.5308 -0.0615
   24LIN    O17  592   7.159   1.231   5.574 -0.0031  0.2295 -0.5006
   24LIN    O18  593   7.123   1.015   5.365 -0.0559 -0.2371  0.5286
   24LIN    O19  594   7.313   1.215   5.313  0.0826  0.0241 -0.2285
   24LIN    O20  595   7.449   1.147   5.549  0.5339 -0.2435  0.0940
   24LIN    O21  596   7.260   0.947   5.599  0.0200 -0.3247  0.2068
   24LIN    O22  597   7.534   0.884   5.590 -0.0697  0.1064  0.2820
   24LIN    O23  598   7.584   1.152   5.303  0.4051 -0.3370  0.0791
   24LIN    O24  599   7.451   1.240   5.043 -0.0607 -0.3956 -0.0890
   24LIN    O25  600   7.748   1.095   5.551 -0.1488 -0.1341 -0.1727
   25LI      LI  601   1.984   7.280   2.783 -0.7928  1.0697 -0.0464
   26LI      LI  602   1.714   7.858   2.579  0.2931 -0.4047 -0.0338
   27LI      LI  603   6.975   1.125   5.294  0.1323 -0.5930 -0.3525
   28LI      LI  604   2.560   7.535   2.781  0.1967  0.5715 -0.1287
   29LI      LI  605   6.528   9.082   6.456 -0.3060  0.9843 -0.3452
   30LI      LI  606   6.972   1.214   5.583 -0.7804 -0.0135 -0.6409
   31LI      LI  607   2.191   7.282   2.232  0.3806 -0.4967  0.1349
   32LI      LI  608   7.629   1.673   5.683  0.9244 -0.5600 -0.2033
   33LI      LI  609   7.186   6.856   5.295  0.3121 -0.6935  0.6546
   34LI      LI  610   2.806   7.452   1.809  0.2446  0.0061 -0.6950
   35LI      LI  611   5.000   8.754   8.958 -0.1387 -0.3051 -0.7551
   36LI      LI  612   6.785   8.724   6.486 -0.1972 -0.1458  0.8480
   37LI      LI  613   5.126   1.465   7.103  1.0849 -0.4842 -0.5519
   38LI      LI  614   3.522   0.104   8.262 -0.1785 -0.4294 -0.5740
   39LI      LI  615   3.230   8.440   1.883  0.4095 -0.8766 -0.6768
   40LI      LI  616   6.588   8.328   5.864 -0.4948 -1.2696  0.5754
   41LI      LI  617   3.367   7.535   2.096 -0.3053 -0.1018 -0.0614
   42LI      LI  618   7.495   0.924   4.928  0.0840  0.3880  0.1392
   43LI      LI  619   2.674   7.982   2.622 -0.0484 -0.7716 -0.3968
   44LI      LI  620   5.406   2.062   6.215  0.6438  0.5825 -0.7646
   45LI      LI  621   5.607   8.564   8.964  0.0097 -0.1042  0.8186
   46LI      LI  622   7.934   1.069   5.587  0.1147  0.1827  1.2238
   47LI      LI  623   7.480   7.206   5.134 -0.1410  0.7645  0.0033
   48LI      LI  624   8.902   4.367   5.334  0.8522 -1.1141  0.8223
   49LI      LI  625   4.970   1.775   7.519  0.1806 -0.6102 -0.0972
   50LI      LI  626   3.583   0.467   7.533 -1.0012  0.6283  0.1940
   51LI      LI  627   7.474   2.917   0.189 -0.2688  0.3316  0.7593
   52LI      LI  628   2.643   7.291   2.464  0.9019  1.1467 -0.2570
   53LI      LI  629   0.007   5.371   5.353  0.3417  0.3997 -0.0259
   54LI      LI  630   0.381   4.661   5.031  0.1952 -0.3856 -0.3452
   55LI      LI  631   7.125   2.726   9.103  0.4542 -0.5323 -0.3404
   56LI      LI  632   3.176   9.010   7.668 -0.9764 -0.2769  1.0243
   57LI      LI  633   2.979   7.139   2.245  1.2811  0.0658  0.1997
   58LI      LI  634   3.025   0.217   7.836 -0.8066 -0.5684 -0.4589
   59LI      LI  635   2.416   6.973   2.052 -0.6194 -0.6065  0.3684
   60LI      LI  636   0.367   4.319   3.907  0.3002 -1.0271 -1.1417
   61LI      LI  637   7.933   2.101   5.710 -0.1292 -0.6436 -0.5408
   62LI      LI  638   2.863   6.943   2.018 -0.5232 -0.5584  0.5769
   63LI      LI  639   3.081   7.829   1.973 -0.5966  0.6143  0.1796
   64LI      LI  640   5.820   1.585   6.679 -0.1099 -0.3408 -0.5037
   65LI      LI  641   8.557   8.719   0.822 -1.3207  0.2976  0.3332
   66LI      LI  642   6.021   3.465   5.321 -0.0858 -0.4202  0.0574
   67LI      LI  643   6.839   7.163   5.287 -0.4049  0.3967 -0.4555
   68LI      LI  644   3.075   7.046   1.383  0.1156  1.1726 -1.2097
   69LI      LI  645   6.576   0.777   5.108  0.1402  0.0977  0.4905
   70LI      LI  646   3.159   8.641   8.931 -0.6044  0.3559  0.7642
   71LI      LI  647   5.426   1.679   5.978  0.2321 -0.3320 -0.5545
   72LI      LI  648   3.532   7.764   2.420  0.8772  0.3847 -0.2941
   73LI      LI  649   7.047   3.259   8.728 -0.9951 -0.3373 -1.2637
   74LI      LI  650   5.635   3.258   5.539 -0.2256  0.1254  0.2310
   75LI      LI  651   2.431   7.719   2.329 -0.1506 -0.6014  0.0267
   76LI      LI  652   0.189   5.445   4.987 -0.3854  0.6154 -0.1224
   77LI      LI  653   0.081   4.797   4.349 -1.0600 -0.0769 -0.0441
   78LI      LI  654   8.753   8.790   1.200  0.1203  1.1180 -0.6046
   79LI      LI  655   7.024   8.502   5.989  0.0678 -0.3447  0.5635
   80LI      LI  656   6.828   1.549   6.426 -0.7874 -0.2160  0.3853
   81LI      LI  657   2.131   7.600   3.118  0.6958  1.3747  0.3792
   82LI      LI  658   0.158   5.071   4.433  0.1865 -0.0997 -0.5704
   83LI      LI  659   5.942   8.852   6.282 -0.1972 -0.7586 -0.1109
   84LI      LI  660   3.573   6.982   1.793 -0.5310  0.0206 -0.5291
   85LI      LI  661   6.180   1.774   0.472  0.0203  1.0566 -0.0518
   86LI      LI  662   2.426   6.466   2.437 -0.0366 -0.0512 -0.7357
   87LI      LI  663   7.972   1.860   6.496  0.9344 -0.4801  0.3023
   88LI      LI  664   5.406   0.123   0.216 -0.4654  0.2225 -0.9704
   89LI      LI  665   5.005   2.073   7.052  0.0820  0.0236  0.6120
   90LI      LI  666   1.996   8.139   2.723 -0.0001  0.0363  0.1259
   91LI      LI  667   6.563   8.658   5.820  1.3950 -0.2651 -0.2720
   92LI      LI  668   4.395   1.996   7.176 -1.2987  0.6301  0.5757
   93LI      LI  669   8.337   0.123   1.331 -0.2931  0.0530 -0.2026
   94LI      LI  670   3.594   8.578   8.766  0.5728 -0.1636  1.1320
   95LI      LI  671   0.209   4.662   4.764  0.3169 -0.4164 -0.4152
   96LI      LI  672   3.942   8.980   8.390 -0.4734 -0.5484 -0.6221
   97LI      LI  673   6.513   1.243   5.880  0.0721 -0.0319  0.5378
   98LI      LI  674   7.577   0.878   5.776  1.0448  0.0280  0.5886
   99LI      LI  675   8.553   1.226   6.203 -0.1799 -0.5327 -0.1865
  100LI      LI  676   5.706   1.249   0.891 -0.1814 -0.0040 -0.1622
  101LI      LI  677   0.902   4.955   3.896  0.4766 -0.2835  0.4030
  102LI      LI  678   3.948   0.002   8.794 -0.8821 -0.6050  0.4441
  103LI      LI  679   6.043   1.868   6.375 -0.7828  0.4470  0.9646
  104LI      LI  680   9.154   3.990   4.892 -0.6949 -0.2754 -0.2319
  105LI      LI  681   2.833   7.019   2.791 -1.2000 -0.1485  0.0141
  106LI      LI  682   6.625   8.972   5.917  0.5889 -0.2816 -0.5657
  107LI      LI  683   4.379   1.586   7.327  1.4019 -0.2339 -0.2883
  108LI      LI  684   6.116   8.596   5.900 -0.2707  0.0014 -0.3994
  109LI      LI  685   4.851   9.130   0.020  0.6596 -0.5491 -0.2648
  110LI      LI  686   5.547   8.277   4.080 -0.2635  0.2530  0.7093
  111LI      LI  687   5.753   3.710   6.016  0.8236  1.1443 -0.5226
  112LI      LI  688   4.528   1.833   6.718 -1.0663  0.8459  0.6380
  113LI      LI  689   0.396   5.105   4.972 -0.7376 -0.0343  0.3463
  114LI      LI  690   3.439   0.079   7.343 -0.8127 -0.5480 -0.2492
  115LI      LI  691   0.501   4.363   4.349  0.3021 -0.1185 -0.8158
  116LI      LI  692   5.591   0.092   8.770  0.8111 -0.6230  0.5762
  117LI      LI  693   3.366   8.491   2.406  0.5024  1.0409  0.0661
  118LI      LI  694   7.794   1.257   6.148  0.0324  0.8030  0.1439
  119LI      LI  695   6.541   0.614   5.718  0.0961 -0.3138  0.5324
  120LI      LI  696   4.484   1.381   6.963  0.1583  0.0813  1.1310
  121LI      LI  697   4.983   1.694   6.590 -0.7921  0.5648 -0.5382
  122LI      LI  698   3.465   7.182   1.373 -0.4186  0.1089 -0.1445
  123LI      LI  699   3.191   7.714   1.640 -0.0466 -1.5784 -0.2206
  124LI      LI  700   9.091   4.658   4.823  0.3567  0.6862  0.4409
  125LI      LI  701   0.778   4.520   3.891 -0.6408 -0.1639 -1.3142
  126LI      LI  702   8.562   0.756   6.044  0.2204  0.9261 -0.2913
  127LI      LI  703   2.240   6.959   2.584  0.9557 -1.1110 -0.0835
  128LI      LI  704   6.214   9.040   5.791  0.1243 -0.1766  0.7501
  129LI      LI  705   8.005   8.953   1.496 -0.1971  0.6139  0.0339
  130LI      LI  706   6.303   8.279   6.193 -0.9100 -0.6011  0.1439
  131LI      LI  707   6.012   1.252   6.128 -0.2131  0.2358 -0.2013
  132LI      LI  708   2.980   6.600   2.634 -0.5743 -0.7605 -0.2473
  133LI      LI  709   5.379   1.646   6.911 -0.0439 -0.1503 -0.1492
  134LI      LI  710   7.149   7.828   5.509  0.8721 -0.2281  0.1140
  135LI      LI  711   0.342   4.656   5.409  0.2465 -1.9569 -0.6584
  136LI      LI  712   3.794   8.357   2.212  0.4371 -1.1244 -0.0877
  137LI      LI  713   5.578   1.746   0.907 -0.5603  0.5895 -0.3720
  138LI      LI  714   6.566   3.357   5.932 -0.7448  0.3058  0.0388
  139LI      LI  715   7.014   3.162   9.127  0.1567  0.0523  0.4344
  140LI      LI  716   9.111   4.703   5.160 -0.2702  0.4984 -0.5371
  141LI      LI  717   7.085   8.800   5.600  0.5209 -0.2821 -0.0496
  142LI      LI  718   7.596   2.243   6.255 -0.0517  0.9687 -0.2460
  143LI      LI  719   7.853   8.444   1.100 -0.0050 -0.0155 -1.2366
  144LI      LI  720   6.408   1.781   1.269  0.4770  0.4566 -0.3090
  145LI      LI  721   7.050   0.665   5.460 -0.0092 -0.5604 -0.0918
  146LI      LI  722   6.539   1.845   6.329 -0.9669 -0.3477  0.3506
  147LI      LI  723   3.396   8.985   8.078 -0.7860 -0.6562 -0.5069
  148LI      LI  724   6.425   1.412   0.516  0.6362 -0.1805  0.2847
  149LI      LI  725   6.861   7.686   5.463 -0.6961 -0.1382 -0.3368
  150LI      LI  726   3.505   8.151   2.608  0.3192 -0.2616 -0.1314
  151LI      LI  727   7.184   2.889   8.557 -0.2805  0.9815 -0.7447
  152LI      LI  728   8.107   1.547   6.193 -0.4977 -0.5678 -0.0829
  153LI      LI  729   8.300   0.714   6.426 -0.8093  0.5185 -0.2701
  154LI      LI  730   3.352   0.436   8.117 -0.2032  0.8538  0.2846
  155LI      LI  731   3.250   8.705   8.440 -0.1967 -1.2746  0.0783
  156LI      LI  732   7.250   8.494   5.369 -0.9141  0.2028  0.3575
  157LI      LI  733   5.906   2.043   1.006  0.6717 -0.5888  0.0631
  158LI      LI  734   7.913   0.636   6.185  0.0396 -0.5184  0.1660
  159LI      LI  735   6.594   1.416   5.417 -0.0017  0.3423 -0.8645
  160LI      LI  736   7.626   1.339   5.338 -0.2968 -0.1936 -0.7420
  161LI      LI  737   6.324   1.402   0.947  0.1195 -0.1314 -0.8476
  162LI      LI  738   7.337   6.742   5.687 -0.3129  1.4579 -0.3619
  163LI      LI  739   3.743   8.955   7.989  0.4677 -2.0882  0.2006
  164LI      LI  740   7.593   1.623   6.425  0.4694  0.5554  0.6906
  165LI      LI  741   6.040   2.952   5.720  0.9429  0.8167  1.1810
  166LI      LI  742   3.003   8.275   2.226  0.0170  0.4397  0.7359
  167LI      LI  743   0.186   4.346   5.640 -0.8069  0.4829 -0.5744
  168LI      LI  744   5.745   1.454   1.236 -0.6329  0.6365 -0.8089
  169LI      LI  745   7.499   2.597   8.779 -0.7620  0.1430  0.3801
  170LI      LI  746   7.327   3.392   0.229 -0.2315  0.3280  0.1496
  171LI      LI  747   3.585   7.524   1.734  0.7963 -0.8403  0.3415
  172LI      LI  748   5.978   8.906   8.997  0.9635  1.0532 -0.1442
  173LI      LI  749   5.447   8.896   8.466  0.0946  0.1699 -0.2937
  174LI      LI  750   3.303   6.710   1.537 -0.4854  0.3380 -0.5685
  175LI      LI  751   8.667   5.029   4.779  1.0715 -0.7432 -0.5983
  176LI      LI  752   3.870   7.975   2.082 -0.0114 -0.1488 -1.2767
  177LI      LI  753   3.457   0.041   9.040 -0.2365  0.3914 -0.3714
  178LI      LI  754   6.224   0.905   5.867 -0.4009  0.2073  0.0705
  179LI      LI  755   7.820   0.674   5.084  0.7609 -0.6881  0.5390
  180LI      LI  756   7.807   2.925   8.704  0.1618 -0.0135 -0.4704
  181LI      LI  757   6.240   8.806   6.670  0.4251 -0.0932 -0.6211
  182LI      LI  758   6.841   7.967   5.260  0.6656 -0.3220  0.0771
  183LI      LI  759   5.972   3.335   6.256 -0.9266 -0.4303  0.9403
  184LI      LI  760   0.290   5.072   4.047  0.8545  0.2789  0.1825
  185LI      LI  761   5.629   3.147   5.918  1.2998  0.6964  1.2401
  186LI      LI  762   7.981   8.838   0.832 -1.2084 -0.0263 -0.1675
  187LI      LI  763   3.764   0.442   7.991 -0.3667  0.6329 -0.6868
  188LI      LI  764   7.465   1.521   6.071 -0.1476  0.4293 -0.4140
  189LI      LI  765   7.958   1.455   5.921  0.7820  0.5866 -0.0674
  190LI      LI  766   8.134   0.640   5.792  0.8288  0.1928 -0.6419
  191LI      LI  767   0.910   4.444   4.338 -0.2813  0.6256 -0.0190
  192LI      LI  768   0.547   4.893   4.553  0.5616  1.6763 -0.4135
  193LI      LI  769   8.732   5.331   4.486 -0.9051  0.9764  0.2040
  194LI      LI  770   6.713   8.261   6.122 -1.0364 -0.4364 -0.0737
  195LI      LI  771   7.100   7.581   5.818  0.4079 -0.0499  0.8663
  196LI      LI  772   5.431   1.225   6.591 -1.0685 -0.5348  0.8231
  197LI      LI  773   3.261   0.299   8.673  0.5855 -0.0842 -0.1352
  198LI      LI  774   6.729   8.416   5.247  0.2029 -0.2516 -0.1216
  199LI      LI  775   9.138   3.882   5.332 -0.6697 -0.2149  0.4473
  200LI      LI  776   1.968   7.729   2.241  0.0420 -0.2529 -0.5011
  201LI      LI  777   6.358   0.944   6.302  1.1662  0.6143 -0.1053
  202LI      LI  778   6.381   1.147   6.654  0.1702 -0.7256  0.9183
  203LI      LI  779   6.690   0.996   6.000 -0.2127  0.6183  0.5354
  204LI      LI  780   6.036   3.917   5.528 -1.1737  0.5848  0.5166
  205LI      LI  781   0.599   4.146   5.105  0.6863  0.0833 -0.4806
  206LI      LI  782   7.555   7.498   5.719  0.1309 -0.1579 -0.6591
  207LI      LI  783   5.780   1.570   6.167 -1.8400 -0.6550 -1.0225
  208LI      LI  784   7.681   3.408   8.852  0.1594 -0.9617  0.3206
  209LI      LI  785   6.412   1.195   4.945  0.1682  0.1253  0.0709
  210LI      LI  786   5.719   8.931   0.203 -0.6043 -0.8508  0.0009
  211LI      LI  787   5.320   1.977   6.748 -0.6547  0.2058  0.5112
  212LI      LI  788   6.057   1.046   5.243  0.5820 -0.4614  0.4014
  213LI      LI  789   6.250   1.500   5.743 -0.2876 -1.2206 -0.6223
  214LI      LI  790   7.260   1.954   5.860 -0.2451 -0.4837  0.2799
  215LI      LI  791   7.031   7.142   5.921 -0.2948  0.9269  0.4428
  216LI      LI  792   8.862   5.404   5.017 -0.3867 -0.2730 -0.2475
  217SOL     OW  793   0.835   4.196   3.614  0.1090  0.5383  0.5716
  217SOL    HW1  794   0.900   4.164   3.677 -1.1518 -0.5566  1.3404
  217SOL    HW2  795   0.830   4.127   3.548  0.9829  1.4123 -0.4065
  218SOL     OW  796   6.757   5.636   6.253  0.0632 -0.7756  0.5798
  218SOL    HW1  797   6.765   5.606   6.162 -1.1106 -0.2344  0.3025
  218SOL    HW2  798   6.722   5.560   6.300 -1.0732 -0.4685  0.2352
  219SOL     OW  799   2.001   0.348   7.652  0.1292 -0.1861 -0.2615
  219SOL    HW1  800   2.008   0.373   7.559  1.9654 -0.9872 -0.3396
  ...
   9.16090   9.16090   9.16090






Output text



<comment class="example.output" id="gromacs.geometry">
        <module id="gromacs.geometry">
              <molecule id="coordinates">
                    <atomArray>
                          <atom elementType="Nb" id="a1" x3="58.1000" y3="15.5900" z3="7.6600" />
                          <atom elementType="Nb" id="a2" x3="60.0100" y3="14.0100" z3="10.0000" />
                          <atom elementType="Nb" id="a3" x3="61.4200" y3="15.1500" z3="7.0900" />
                          <atom elementType="O" id="a4" x3="56.5200" y3="15.1500" z3="6.7300" />
                          <atom elementType="O" id="a5" x3="58.5200" y3="17.4400" z3="6.9400" />
                          <atom elementType="O" id="a6" x3="59.5200" y3="14.8700" z3="6.4200" />
                          <atom elementType="O" id="a7" x3="58.3600" y3="13.9400" z3="8.8000" />
                          <atom elementType="O" id="a8" x3="57.3700" y3="16.5200" z3="9.3100" />
                          <atom elementType="O" id="a9" x3="58.9500" y3="15.2100" z3="11.2400" />
                          <atom elementType="O" id="a10" x3="61.1000" y3="13.5700" z3="8.3200" />
                          <atom elementType="O" id="a11" x3="62.4300" y3="14.3600" z3="5.7200" />
                          <atom elementType="O" id="a12" x3="59.9600" y3="12.3500" z3="10.8500" />
                          <atom elementType="O" id="a13" x3="60.1100" y3="16.1300" z3="8.8500" />
                          <atom elementType="Nb" id="a14" x3="62.1200" y3="16.6800" z3="10.0300" />
                          <atom elementType="Nb" id="a15" x3="60.2100" y3="18.2700" z3="7.7100" />
                          <atom elementType="Nb" id="a16" x3="58.8000" y3="17.1300" z3="10.6100" />
                          <atom elementType="O" id="a17" x3="63.7000" y3="17.1000" z3="10.9700" />
                          <atom elementType="O" id="a18" x3="61.7000" y3="14.8300" z3="10.7600" />
                          <atom elementType="O" id="a19" x3="60.6900" y3="17.4100" z3="11.2800" />
                          <atom elementType="O" id="a20" x3="61.8600" y3="18.3300" z3="8.8800" />
                          <atom elementType="O" id="a21" x3="62.8500" y3="15.7500" z3="8.4000" />
                          <atom elementType="O" id="a22" x3="61.2700" y3="17.0600" z3="6.4600" />
                          <atom elementType="O" id="a23" x3="59.1300" y3="18.7100" z3="9.3700" />
                          <atom elementType="O" id="a24" x3="57.7900" y3="17.9100" z3="11.9900" />
                          <atom elementType="O" id="a25" x3="60.2600" y3="19.9100" z3="6.8400" />
                          <atom elementType="Nb" id="a26" x3="52.6000" y3="18.3000" z3="64.4700" />
                          <atom elementType="Nb" id="a27" x3="55.3900" y3="17.6500" z3="66.2900" />
                          <atom elementType="Nb" id="a28" x3="52.9700" y3="15.2600" z3="65.9700" />
                          <atom elementType="O" id="a29" x3="51.2800" y3="19.6300" z3="64.4600" />
                          <atom elementType="O" id="a30" x3="51.9900" y3="17.1200" z3="62.9100" />
                          <atom elementType="O" id="a31" x3="51.8100" y3="16.9100" z3="65.7300" />
                          <atom elementType="O" id="a32" x3="53.8100" y3="18.8800" z3="65.9700" />
                          <atom elementType="O" id="a33" x3="53.9600" y3="19.0700" z3="63.1700" />
                          <atom elementType="O" id="a34" x3="56.2800" y3="18.5600" z3="64.7000" />
                          <atom elementType="O" id="a35" x3="54.1000" y3="16.3900" z3="67.2300" />
                          <atom elementType="O" id="a36" x3="51.9500" y3="14.2500" z3="67.1700" />
                          <atom elementType="O" id="a37" x3="56.2500" y3="18.4700" z3="67.7400" />
                          <atom elementType="O" id="a38" x3="54.2800" y3="16.5900" z3="64.4400" />
                          <atom elementType="Nb" id="a39" x3="55.9700" y3="14.8700" z3="64.4000" />
                          <atom elementType="Nb" id="a40" x3="53.1800" y3="15.5200" z3="62.5800" />
                          <atom elementType="Nb" id="a41" x3="55.6000" y3="17.9000" z3="62.9000" />
                          <atom elementType="O" id="a42" x3="57.2900" y3="13.5300" z3="64.4000" />
                          <atom elementType="O" id="a43" x3="56.5800" y3="16.0400" z3="65.9500" />
                          <atom elementType="O" id="a44" x3="56.7600" y3="16.2500" z3="63.1600" />
                          <atom elementType="O" id="a45" x3="54.7700" y3="14.2900" z3="62.8900" />
                          <atom elementType="O" id="a46" x3="54.6100" y3="14.0900" z3="65.6900" />
                          <atom elementType="O" id="a47" x3="52.3000" y3="14.6100" z3="64.1700" />
                          <atom elementType="O" id="a48" x3="54.4800" y3="16.7700" z3="61.6500" />
                          <atom elementType="O" id="a49" x3="56.6200" y3="18.9200" z3="61.7000" />
                          <atom elementType="O" id="a50" x3="52.3300" y3="14.7000" z3="61.1100" />
                          <atom elementType="Nb" id="a51" x3="67.5000" y3="83.2600" z3="55.6800" />
                          <atom elementType="Nb" id="a52" x3="68.7600" y3="80.1100" z3="55.8400" />
                          <atom elementType="Nb" id="a53" x3="70.2000" y3="82.4000" z3="53.7800" />
                          <atom elementType="O" id="a54" x3="65.8200" y3="84.0000" z3="55.3400" />
                          <atom elementType="O" id="a55" x3="68.6500" y3="84.9200" z3="55.9900" />
                          <atom elementType="O" id="a56" x3="68.3300" y3="83.1800" z3="53.8200" />
                          <atom elementType="O" id="a57" x3="67.1400" y3="81.2700" z3="55.5300" />
                          <atom elementType="O" id="a58" x3="67.4800" y3="83.0300" z3="57.7000" />
                          <atom elementType="O" id="a59" x3="68.5000" y3="80.4200" z3="57.8300" />
                          <atom elementType="O" id="a60" x3="69.3400" y3="80.5700" z3="53.9600" />
                          <atom elementType="O" id="a61" x3="70.6100" y3="82.4700" z3="51.9500" />
                          <atom elementType="O" id="a62" x3="68.0900" y3="78.3700" z3="55.6100" />
                          <atom elementType="O" id="a63" x3="69.6800" y3="82.3200" z3="56.1200" />
                          <atom elementType="Nb" id="a64" x3="71.8600" y3="81.3800" z3="56.5800" />
                          <atom elementType="Nb" id="a65" x3="70.5800" y3="84.5300" z3="56.4200" />
                          <atom elementType="Nb" id="a66" x3="69.1600" y3="82.2400" z3="58.4700" />
                          <atom elementType="O" id="a67" x3="73.5300" y3="80.6200" z3="56.9300" />
                          <atom elementType="O" id="a68" x3="70.7200" y3="79.7200" z3="56.2600" />
                          <atom elementType="O" id="a69" x3="71.0400" y3="81.4700" z3="58.4300" />
                          <atom elementType="O" id="a70" x3="72.2200" y3="83.3600" z3="56.7300" />
                          <atom elementType="O" id="a71" x3="71.9000" y3="81.5900" z3="54.5600" />
                          <atom elementType="O" id="a72" x3="70.8700" y3="84.2100" z3="54.4200" />
                          <atom elementType="O" id="a73" x3="70.0100" y3="84.0600" z3="58.2900" />
                          <atom elementType="O" id="a74" x3="68.7400" y3="82.1700" z3="60.3100" />
                          <atom elementType="O" id="a75" x3="71.2900" y3="86.2600" z3="56.6300" />
                          <atom elementType="Nb" id="a76" x3="63.7800" y3="12.2100" z3="55.5300" />
                          <atom elementType="Nb" id="a77" x3="65.0400" y3="9.5600" z3="57.2300" />
                          <atom elementType="Nb" id="a78" x3="62.2900" y3="9.1500" z3="55.2600" />
                          <atom elementType="O" id="a79" x3="63.2000" y3="13.9300" z3="55.9800" />
                          <atom elementType="O" id="a80" x3="63.4900" y3="12.1900" z3="53.5200" />
                          <atom elementType="O" id="a81" x3="62.0800" y3="11.1400" z3="55.6900" />
                          <atom elementType="O" id="a82" x3="64.3600" y3="11.4600" z3="57.3200" />
                          <atom elementType="O" id="a83" x3="65.7600" y3="12.5200" z3="55.1100" />
                          <atom elementType="O" id="a84" x3="66.7900" y3="10.3200" z3="56.5600" />
                          <atom elementType="O" id="a85" x3="63.1200" y3="8.9600" z3="57.1100" />
                          <atom elementType="O" id="a86" x3="60.5600" y3="8.5000" z3="55.5300" />
                          <atom elementType="O" id="a87" x3="65.4500" y3="9.1800" z3="59.0300" />
                          <atom elementType="O" id="a88" x3="64.5200" y3="10.0000" z3="54.9300" />
                          <atom elementType="Nb" id="a89" x3="65.2700" y3="7.7900" z3="54.3200" />
                          <atom elementType="Nb" id="a90" x3="64.0100" y3="10.4600" z3="52.6200" />
                          <atom elementType="Nb" id="a91" x3="66.7600" y3="10.8500" z3="54.5900" />
                          <atom elementType="O" id="a92" x3="65.8400" y3="6.0700" z3="53.8500" />
                          <atom elementType="O" id="a93" x3="65.5600" y3="7.8100" z3="56.3400" />
                          <atom elementType="O" id="a94" x3="66.9700" y3="8.8700" z3="54.1600" />
                          <atom elementType="O" id="a95" x3="64.7100" y3="8.5400" z3="52.5200" />
                          <atom elementType="O" id="a96" x3="63.3100" y3="7.4900" z3="54.7300" />
                          <atom elementType="O" id="a97" x3="62.2600" y3="9.6700" z3="53.2900" />
                          <atom elementType="O" id="a98" x3="65.9500" y3="11.0400" z3="52.7600" />
                          <atom elementType="O" id="a99" x3="68.5000" y3="11.4900" z3="54.3300" />
                          <atom elementType="O" id="a100" x3="63.6000" y3="10.8100" z3="50.8300" />
                          <atom elementType="Nb" id="a101" x3="65.4500" y3="12.2100" z3="62.1700" />
                          <atom elementType="Nb" id="a102" x3="65.2600" y3="14.1100" z3="65.0300" />
                          <atom elementType="Nb" id="a103" x3="65.8800" y3="15.5900" z3="62.0200" />
                          <atom elementType="O" id="a104" x3="66.4500" y3="10.7300" z3="61.6400" />
                          <atom elementType="O" id="a105" x3="64.3200" y3="12.5900" z3="60.5200" />
                          <atom elementType="O" id="a106" x3="66.6300" y3="13.7600" z3="61.6000" />
                          <atom elementType="O" id="a107" x3="66.1100" y3="12.5100" z3="64.0700" />
                          <atom elementType="O" id="a108" x3="63.8000" y3="11.3600" z3="62.9800" />
                          <atom elementType="O" id="a109" x3="63.6400" y3="12.9000" z3="65.3300" />
                          <atom elementType="O" id="a110" x3="66.4700" y3="15.3000" z3="63.9300" />
                          <atom elementType="O" id="a111" x3="67.2200" y3="16.7300" z3="61.3600" />
                          <atom elementType="O" id="a112" x3="66.0900" y3="14.0800" z3="66.6800" />
                          <atom elementType="O" id="a113" x3="64.1700" y3="14.1400" z3="62.8600" />
                          <atom elementType="Nb" id="a114" x3="62.8600" y3="16.0600" z3="63.5500" />
                          <atom elementType="Nb" id="a115" x3="63.0500" y3="14.1700" z3="60.7000" />
                          <atom elementType="Nb" id="a116" x3="62.4400" y3="12.6700" z3="63.7100" />
                          <atom elementType="O" id="a117" x3="61.8600" y3="17.5300" z3="64.0900" />
                          <atom elementType="O" id="a118" x3="64.0000" y3="15.6900" z3="65.1900" />
                          <atom elementType="O" id="a119" x3="61.6900" y3="14.5200" z3="64.1300" />
                          <atom elementType="O" id="a120" x3="62.2100" y3="15.7500" z3="61.6400" />
                          <atom elementType="O" id="a121" x3="64.5200" y3="16.9100" z3="62.7400" />
                          <atom elementType="O" id="a122" x3="64.6800" y3="15.3800" z3="60.3900" />
                          <atom elementType="O" id="a123" x3="61.8400" y3="12.9800" z3="61.8000" />
                          <atom elementType="O" id="a124" x3="61.1000" y3="11.5500" z3="64.3700" />
                          <atom elementType="O" id="a125" x3="62.2300" y3="14.1800" z3="59.0300" />
                          <atom elementType="Nb" id="a126" x3="60.2400" y3="35.4000" z3="59.8600" />
                          <atom elementType="Nb" id="a127" x3="59.6900" y3="32.0800" z3="59.3600" />
                          <atom elementType="Nb" id="a128" x3="57.6500" y3="34.3700" z3="57.8800" />
                          <atom elementType="O" id="a129" x3="60.3900" y3="36.5000" z3="61.3700" />
                          <atom elementType="O" id="a130" x3="60.4700" y3="36.7200" z3="58.3300" />
                          <atom elementType="O" id="a131" x3="58.2400" y3="35.4800" z3="59.4800" />
                          <atom elementType="O" id="a132" x3="59.9200" y3="33.5900" z3="60.7100" />
                          <atom elementType="O" id="a133" x3="62.1600" y3="34.8400" z3="59.5300" />
                          <atom elementType="O" id="a134" x3="61.7000" y3="32.0900" z3="59.1500" />
                          <atom elementType="O" id="a135" x3="57.8000" y3="32.7400" z3="59.1000" />
                          <atom elementType="O" id="a136" x3="55.8000" y3="34.6900" z3="57.8700" />
                          <atom elementType="O" id="a137" x3="59.4100" y3="30.5900" z3="60.4700" />
                          <atom elementType="O" id="a138" x3="60.0200" y3="33.9700" z3="57.9300" />
                          <atom elementType="Nb" id="a139" x3="59.8200" y3="32.5500" z3="56.0000" />
                          <atom elementType="Nb" id="a140" x3="60.3600" y3="35.8800" z3="56.4800" />
                          <atom elementType="Nb" id="a141" x3="62.3800" y3="33.5700" z3="57.9700" />
                          <atom elementType="O" id="a142" x3="59.6600" y3="31.4500" z3="54.4900" />
                          <atom elementType="O" id="a143" x3="59.5600" y3="31.2400" z3="57.5200" />
                          <atom elementType="O" id="a144" x3="61.8100" y3="32.4700" z3="56.3700" />
                          <atom elementType="O" id="a145" x3="60.1200" y3="34.3700" z3="55.1500" />
                          <atom elementType="O" id="a146" x3="57.9000" y3="33.1300" z3="56.3200" />
                          <atom elementType="O" id="a147" x3="58.3400" y3="35.8800" z3="56.7000" />
                          <atom elementType="O" id="a148" x3="62.2500" y3="35.2100" z3="56.7600" />
                          <atom elementType="O" id="a149" x3="64.2500" y3="33.2700" z3="57.9900" />
                          <atom elementType="O" id="a150" x3="60.6400" y3="37.3600" z3="55.3700" />
                          <atom elementType="Nb" id="a151" x3="53.9200" y3="89.8100" z3="88.1100" />
                          <atom elementType="Nb" id="a152" x3="54.6000" y3="91.9700" z3="90.6600" />
                          <atom elementType="Nb" id="a153" x3="51.6000" y3="90.3300" z3="90.5400" />
                          <atom elementType="O" id="a154" x3="53.9300" y3="89.9200" z3="86.2400" />
                          <atom elementType="O" id="a155" x3="53.3700" y3="87.8800" z3="88.4100" />
                          <atom elementType="O" id="a156" x3="52.0200" y3="90.3300" z3="88.5600" />
                          <atom elementType="O" id="a157" x3="54.4900" y3="91.6800" z3="88.6600" />
                          <atom elementType="O" id="a158" x3="55.8100" y3="89.2100" z3="88.5000" />
                          <atom elementType="O" id="a159" x3="56.3700" y3="91.0100" z3="90.6000" />
                          <atom elementType="O" id="a160" x3="52.5700" y3="92.1000" z3="90.6500" />
                          <atom elementType="O" id="a161" x3="49.8000" y3="90.8600" z3="90.5800" />
                          <atom elementType="O" id="a162" x3="55.0900" y3="93.7600" z3="90.8100" />
                          <atom elementType="O" id="a163" x3="53.9200" y3="89.6500" z3="90.5200" />
                          <atom elementType="Nb" id="a164" x3="53.9100" y3="89.4900" z3="92.9200" />
                          <atom elementType="Nb" id="a165" x3="53.2300" y3="87.3500" z3="90.3600" />
                          <atom elementType="Nb" id="a166" x3="56.2300" y3="88.9800" z3="90.4700" />
                          <atom elementType="O" id="a167" x3="53.9200" y3="89.3800" z3="94.7800" />
                          <atom elementType="O" id="a168" x3="54.4700" y3="91.4300" z3="92.6100" />
                          <atom elementType="O" id="a169" x3="55.8100" y3="88.9800" z3="92.4600" />
                          <atom elementType="O" id="a170" x3="53.3400" y3="87.6300" z3="92.3600" />
                          <atom elementType="O" id="a171" x3="52.0000" y3="90.1000" z3="92.5100" />
                          <atom elementType="O" id="a172" x3="51.4500" y3="88.3200" z3="90.4200" />
                          <atom elementType="O" id="a173" x3="55.2500" y3="87.2000" z3="90.3700" />
                          <atom elementType="O" id="a174" x3="58.0300" y3="88.4600" z3="90.4400" />
                          <atom elementType="O" id="a175" x3="52.7300" y3="85.5500" z3="90.2200" />
                          <atom elementType="Nb" id="a176" x3="82.8200" y3="87.9800" z3="14.0400" />
                          <atom elementType="Nb" id="a177" x3="84.8200" y3="89.9100" z3="12.0600" />
                          <atom elementType="Nb" id="a178" x3="84.3500" y3="86.6100" z3="11.3100" />
                          <atom elementType="O" id="a179" x3="82.7700" y3="87.5600" z3="15.8600" />
                          <atom elementType="O" id="a180" x3="81.2500" y3="86.9200" z3="13.3000" />
                          <atom elementType="O" id="a181" x3="84.0300" y3="86.5200" z3="13.3000" />
                          <atom elementType="O" id="a182" x3="84.4100" y3="89.2300" z3="13.9300" />
                          <atom elementType="O" id="a183" x3="81.6300" y3="89.6000" z3="13.9200" />
                          <atom elementType="O" id="a184" x3="83.2800" y3="91.2100" z3="12.3100" />
                          <atom elementType="O" id="a185" x3="85.6700" y3="88.1100" z3="11.7000" />
                          <atom elementType="O" id="a186" x3="85.4900" y3="85.1600" z3="11.0000" />
                          <atom elementType="O" id="a187" x3="86.3200" y3="90.9900" z3="12.3500" />
                          <atom elementType="O" id="a188" x3="82.8900" y3="88.4900" z3="11.6900" />
                          <atom elementType="Nb" id="a189" x3="82.9800" y3="89.0300" z3="9.3200" />
                          <atom elementType="Nb" id="a190" x3="80.9700" y3="87.1000" z3="11.3000" />
                          <atom elementType="Nb" id="a191" x3="81.4400" y3="90.4000" z3="12.0700" />
                          <atom elementType="O" id="a192" x3="83.0300" y3="89.4500" z3="7.5000" />
                          <atom elementType="O" id="a193" x3="84.5400" y3="90.1000" z3="10.0600" />
                          <atom elementType="O" id="a194" x3="81.7700" y3="90.4800" z3="10.0500" />
                          <atom elementType="O" id="a195" x3="81.3900" y3="87.7700" z3="9.4300" />
                          <atom elementType="O" id="a196" x3="84.1800" y3="87.3900" z3="9.4500" />
                          <atom elementType="O" id="a197" x3="82.5200" y3="85.7900" z3="11.0500" />
                          <atom elementType="O" id="a198" x3="80.1300" y3="88.9000" z3="11.6600" />
                          <atom elementType="O" id="a199" x3="80.3100" y3="91.8500" z3="12.3500" />
                          <atom elementType="O" id="a200" x3="79.4800" y3="86.0200" z3="11.0200" />
                          <atom elementType="Nb" id="a201" x3="28.9100" y3="68.9100" z3="24.8800" />
                          <atom elementType="Nb" id="a202" x3="26.5800" y3="66.5700" z3="25.7000" />
                          <atom elementType="Nb" id="a203" x3="25.8000" y3="69.8800" z3="25.8500" />
                          <atom elementType="O" id="a204" x3="30.6600" y3="69.2900" z3="25.4300" />
                          <atom elementType="O" id="a205" x3="28.5800" y3="70.3400" z3="23.4700" />
                          <atom elementType="O" id="a206" x3="27.8000" y3="70.0300" z3="26.1500" />
                          <atom elementType="O" id="a207" x3="28.4600" y3="67.2900" z3="26.0000" />
                          <atom elementType="O" id="a208" x3="29.2300" y3="67.6300" z3="23.3200" />
                          <atom elementType="O" id="a209" x3="27.3200" y3="65.6800" z3="24.0200" />
                          <atom elementType="O" id="a210" x3="25.9100" y3="68.1000" z3="26.8300" />
                          <atom elementType="O" id="a211" x3="25.1200" y3="71.0100" z3="27.2000" />
                          <atom elementType="O" id="a212" x3="26.4900" y3="65.1300" z3="26.9000" />
                          <atom elementType="O" id="a213" x3="26.6600" y3="68.4100" z3="24.1700" />
                          <atom elementType="Nb" id="a214" x3="24.4100" y3="67.9100" z3="23.4400" />
                          <atom elementType="Nb" id="a215" x3="26.7500" y3="70.2600" z3="22.6100" />
                          <atom elementType="Nb" id="a216" x3="27.5400" y3="66.9500" z3="22.4600" />
                          <atom elementType="O" id="a217" x3="22.6700" y3="67.5300" z3="22.8800" />
                          <atom elementType="O" id="a218" x3="24.7500" y3="66.4800" z3="24.8300" />
                          <atom elementType="O" id="a219" x3="25.5300" y3="66.8000" z3="22.1600" />
                          <atom elementType="O" id="a220" x3="24.8800" y3="69.5400" z3="22.3000" />
                          <atom elementType="O" id="a221" x3="24.1000" y3="69.2000" z3="24.9800" />
                          <atom elementType="O" id="a222" x3="26.0100" y3="71.1400" z3="24.2900" />
                          <atom elementType="O" id="a223" x3="27.4200" y3="68.7200" z3="21.4800" />
                          <atom elementType="O" id="a224" x3="28.2000" y3="65.8100" z3="21.1200" />
                          <atom elementType="O" id="a225" x3="26.8300" y3="71.6900" z3="21.4000" />
                          <atom elementType="Nb" id="a226" x3="48.1000" y3="17.7200" z3="68.7500" />
                          <atom elementType="Nb" id="a227" x3="47.2100" y3="19.8000" z3="71.3000" />
                          <atom elementType="Nb" id="a228" x3="45.2300" y3="17.1300" z3="70.5000" />
                          <atom elementType="O" id="a229" x3="48.5500" y3="17.9400" z3="66.9500" />
                          <atom elementType="O" id="a230" x3="48.2900" y3="15.7000" z3="68.9800" />
                          <atom elementType="O" id="a231" x3="46.1100" y3="17.4200" z3="68.6700" />
                          <atom elementType="O" id="a232" x3="47.7400" y3="19.6200" z3="69.3600" />
                          <atom elementType="O" id="a233" x3="49.9200" y3="17.8600" z3="69.6600" />
                          <atom elementType="O" id="a234" x3="49.1800" y3="19.6000" z3="71.7400" />
                          <atom elementType="O" id="a235" x3="45.3700" y3="19.1400" z3="70.7600" />
                          <atom elementType="O" id="a236" x3="43.4200" y3="16.9200" z3="70.0100" />
                          <atom elementType="O" id="a237" x3="46.9300" y3="21.6300" z3="71.4800" />
                          <atom elementType="O" id="a238" x3="47.5500" y3="17.4000" z3="71.0700" />
                          <atom elementType="Nb" id="a239" x3="46.9800" y3="17.1100" z3="73.4100" />
                          <atom elementType="Nb" id="a240" x3="47.8900" y3="15.0200" z3="70.8500" />
                          <atom elementType="Nb" id="a241" x3="49.8600" y3="17.6800" z3="71.6800" />
                          <atom elementType="O" id="a242" x3="46.5500" y3="16.8600" z3="75.2100" />
                          <atom elementType="O" id="a243" x3="46.8000" y3="19.1100" z3="73.1700" />
                          <atom elementType="O" id="a244" x3="48.9800" y3="17.3800" z3="73.4900" />
                          <atom elementType="O" id="a245" x3="47.3600" y3="15.2000" z3="72.8100" />
                          <atom elementType="O" id="a246" x3="45.1700" y3="16.9600" z3="72.4900" />
                          <atom elementType="O" id="a247" x3="45.9100" y3="15.2200" z3="70.4100" />
                          <atom elementType="O" id="a248" x3="49.7300" y3="15.6800" z3="71.4000" />
                          <atom elementType="O" id="a249" x3="51.6700" y3="17.8900" z3="72.1400" />
                          <atom elementType="O" id="a250" x3="48.1600" y3="13.1900" z3="70.6700" />
                          <atom elementType="Nb" id="a251" x3="34.0600" y3="72.7400" z3="18.8300" />
                          <atom elementType="Nb" id="a252" x3="33.1700" y3="73.9500" z3="15.7700" />
                          <atom elementType="Nb" id="a253" x3="32.7200" y3="70.6400" z3="16.5100" />
                          <atom elementType="O" id="a254" x3="35.6400" y3="72.7500" z3="19.8400" />
                          <atom elementType="O" id="a255" x3="32.7800" y3="71.7500" z3="20.0400" />
                          <atom elementType="O" id="a256" x3="34.2700" y3="71.0400" z3="17.7600" />
                          <atom elementType="O" id="a257" x3="34.6300" y3="73.7600" z3="17.1600" />
                          <atom elementType="O" id="a258" x3="33.1500" y3="74.4500" z3="19.4300" />
                          <atom elementType="O" id="a259" x3="32.4200" y3="75.4500" z3="16.9100" />
                          <atom elementType="O" id="a260" x3="33.5300" y3="72.0200" z3="15.2500" />
                          <atom elementType="O" id="a261" x3="33.2300" y3="69.0300" z3="15.7200" />
                          <atom elementType="O" id="a262" x3="34.0300" y3="74.8700" z3="14.3800" />
                          <atom elementType="O" id="a263" x3="32.0400" y3="72.7200" z3="17.5200" />
                          <atom elementType="Nb" id="a264" x3="30.0200" y3="72.7100" z3="16.2200" />
                          <atom elementType="Nb" id="a265" x3="30.9200" y3="71.5100" z3="19.2800" />
                          <atom elementType="Nb" id="a266" x3="31.3700" y3="74.8200" z3="18.5200" />
                          <atom elementType="O" id="a267" x3="28.4400" y3="72.7100" z3="15.2000" />
                          <atom elementType="O" id="a268" x3="31.3000" y3="73.7100" z3="15.0000" />
                          <atom elementType="O" id="a269" x3="29.8300" y3="74.4400" z3="17.2700" />
                          <atom elementType="O" id="a270" x3="29.4500" y3="71.7100" z3="17.8700" />
                          <atom elementType="O" id="a271" x3="30.9400" y3="71.0100" z3="15.6000" />
                          <atom elementType="O" id="a272" x3="31.6700" y3="70.0100" z3="18.1200" />
                          <atom elementType="O" id="a273" x3="30.5600" y3="73.4500" z3="19.7900" />
                          <atom elementType="O" id="a274" x3="30.8500" y3="76.4300" z3="19.3300" />
                          <atom elementType="O" id="a275" x3="30.0600" y3="70.6000" z3="20.6500" />
                          <atom elementType="Nb" id="a276" x3="4.0600" y3="48.5700" z3="42.9400" />
                          <atom elementType="Nb" id="a277" x3="7.2100" y3="49.7600" z3="43.4000" />
                          <atom elementType="Nb" id="a278" x3="6.4700" y3="46.5200" z3="44.1300" />
                          <atom elementType="O" id="a279" x3="2.3400" y3="49.1000" z3="43.5000" />
                          <atom elementType="O" id="a280" x3="3.6400" y3="46.9500" z3="41.8000" />
                          <atom elementType="O" id="a281" x3="4.6300" y3="47.3200" z3="44.4100" />
                          <atom elementType="O" id="a282" x3="5.2300" y3="49.9900" z3="43.7900" />
                          <atom elementType="O" id="a283" x3="4.2500" y3="49.6000" z3="41.2000" />
                          <atom elementType="O" id="a284" x3="6.8500" y3="50.5900" z3="41.5900" />
                          <atom elementType="O" id="a285" x3="7.2100" y3="48.2800" z3="44.8000" />
                          <atom elementType="O" id="a286" x3="6.6400" y3="45.4300" z3="45.6700" />
                          <atom elementType="O" id="a287" x3="7.9900" y3="51.1700" z3="44.3500" />
                          <atom elementType="O" id="a288" x3="6.2500" y3="47.9100" z3="42.2000" />
                          <atom elementType="Nb" id="a289" x3="8.4300" y3="47.2300" z3="41.4600" />
                          <atom elementType="Nb" id="a290" x3="5.2700" y3="46.0800" z3="40.9900" />
                          <atom elementType="Nb" id="a291" x3="6.0100" y3="49.3000" z3="40.2700" />
                          <atom elementType="O" id="a292" x3="10.1400" y3="46.7100" z3="40.8800" />
                          <atom elementType="O" id="a293" x3="8.8500" y3="48.8700" z3="42.5800" />
                          <atom elementType="O" id="a294" x3="7.8600" y3="48.5000" z3="39.9800" />
                          <atom elementType="O" id="a295" x3="7.2500" y3="45.8300" z3="40.6000" />
                          <atom elementType="O" id="a296" x3="8.2400" y3="46.2200" z3="43.2100" />
                          <atom elementType="O" id="a297" x3="5.6300" y3="45.2300" z3="42.8000" />
                          <atom elementType="O" id="a298" x3="5.2800" y3="47.5400" z3="39.5900" />
                          <atom elementType="O" id="a299" x3="5.8400" y3="50.4000" z3="38.7300" />
                          <atom elementType="O" id="a300" x3="4.4900" y3="44.6500" z3="40.0400" />
                          <atom elementType="Nb" id="a301" x3="73.5500" y3="31.4400" z3="91.2900" />
                          <atom elementType="Nb" id="a302" x3="73.8800" y3="32.4500" z3="88.0400" />
                          <atom elementType="Nb" id="a303" x3="76.4500" y3="30.8300" z3="89.5800" />
                          <atom elementType="O" id="a304" x3="73.1000" y3="32.2700" z3="92.9000" />
                          <atom elementType="O" id="a305" x3="73.8400" y3="29.5200" z3="91.8600" />
                          <atom elementType="O" id="a306" x3="75.5700" y3="31.6400" z3="91.2200" />
                          <atom elementType="O" id="a307" x3="73.4300" y3="32.9800" z3="89.9500" />
                          <atom elementType="O" id="a308" x3="71.7300" y3="30.8300" z3="90.5800" />
                          <atom elementType="O" id="a309" x3="71.9900" y3="31.7000" z3="87.9300" />
                          <atom elementType="O" id="a310" x3="75.8200" y3="32.4900" z3="88.5900" />
                          <atom elementType="O" id="a311" x3="78.2600" y3="31.2100" z3="89.8800" />
                          <atom elementType="O" id="a312" x3="73.7000" y3="34.0900" z3="87.1400" />
                          <atom elementType="O" id="a313" x3="74.1000" y3="30.3600" z3="89.2000" />
                          <atom elementType="Nb" id="a314" x3="74.6700" y3="29.2800" z3="87.1000" />
                          <atom elementType="Nb" id="a315" x3="74.3600" y3="28.2600" z3="90.3500" />
                          <atom elementType="Nb" id="a316" x3="71.7700" y3="29.8800" z3="88.8100" />
                          <atom elementType="O" id="a317" x3="75.1100" y3="28.4400" z3="85.5000" />
                          <atom elementType="O" id="a318" x3="74.3700" y3="31.1900" z3="86.5300" />
                          <atom elementType="O" id="a319" x3="72.6600" y3="29.0700" z3="87.1700" />
                          <atom elementType="O" id="a320" x3="74.7900" y3="27.7400" z3="88.4300" />
                          <atom elementType="O" id="a321" x3="76.4800" y3="29.8700" z3="87.7900" />
                          <atom elementType="O" id="a322" x3="76.2300" y3="29.0300" z3="90.4500" />
                          <atom elementType="O" id="a323" x3="72.4000" y3="28.2300" z3="89.8100" />
                          <atom elementType="O" id="a324" x3="69.9600" y3="29.4900" z3="88.5100" />
                          <atom elementType="O" id="a325" x3="74.5300" y3="26.6400" z3="91.2700" />
                          <atom elementType="Nb" id="a326" x3="32.8900" y3="81.5400" z3="23.3900" />
                          <atom elementType="Nb" id="a327" x3="33.6900" y3="78.7100" z3="21.6700" />
                          <atom elementType="Nb" id="a328" x3="32.2600" y3="81.3300" z3="20.0500" />
                          <atom elementType="O" id="a329" x3="31.8700" y3="81.9200" z3="24.9100" />
                          <atom elementType="O" id="a330" x3="33.5500" y3="83.3900" z3="22.8400" />
                          <atom elementType="O" id="a331" x3="31.5100" y3="81.6900" z3="21.9000" />
                          <atom elementType="O" id="a332" x3="32.7000" y3="79.5200" z3="23.2500" />
                          <atom elementType="O" id="a333" x3="34.7300" y3="81.2300" z3="24.1800" />
                          <atom elementType="O" id="a334" x3="35.3900" y3="78.8900" z3="22.7800" />
                          <atom elementType="O" id="a335" x3="32.1700" y3="79.3700" z3="20.5000" />
                          <atom elementType="O" id="a336" x3="30.7300" y3="81.5500" z3="18.9700" />
                          <atom elementType="O" id="a337" x3="33.2800" y3="76.8900" z3="21.8300" />
                          <atom elementType="O" id="a338" x3="34.2100" y3="81.0600" z3="21.4400" />
                          <atom elementType="Nb" id="a339" x3="35.5200" y3="80.5700" z3="19.4800" />
                          <atom elementType="Nb" id="a340" x3="34.7100" y3="83.4000" z3="21.2000" />
                          <atom elementType="Nb" id="a341" x3="36.1500" y3="80.7700" z3="22.8200" />
                          <atom elementType="O" id="a342" x3="36.5500" y3="80.2000" z3="17.9600" />
                          <atom elementType="O" id="a343" x3="34.8700" y3="78.7300" z3="20.0200" />
                          <atom elementType="O" id="a344" x3="36.8900" y3="80.4200" z3="20.9600" />
                          <atom elementType="O" id="a345" x3="35.6900" y3="82.5900" z3="19.6200" />
                          <atom elementType="O" id="a346" x3="33.6900" y3="80.8700" z3="18.6800" />
                          <atom elementType="O" id="a347" x3="33.0200" y3="83.2100" z3="20.0800" />
                          <atom elementType="O" id="a348" x3="36.2400" y3="82.7400" z3="22.3600" />
                          <atom elementType="O" id="a349" x3="37.6700" y3="80.5400" z3="23.9000" />
                          <atom elementType="O" id="a350" x3="35.1200" y3="85.2200" z3="21.0200" />
                          <atom elementType="Nb" id="a351" x3="33.0200" y3="1.5900" z3="76.3900" />
                          <atom elementType="Nb" id="a352" x3="34.7900" y3="-1.0000" z3="77.7400" />
                          <atom elementType="Nb" id="a353" x3="36.4400" y3="1.5900" z3="76.2500" />
                          <atom elementType="O" id="a354" x3="31.6400" y3="1.7500" z3="75.1500" />
                          <atom elementType="O" id="a355" x3="33.3600" y3="3.5200" z3="76.9400" />
                          <atom elementType="O" id="a356" x3="34.6800" y3="1.7300" z3="75.2400" />
                          <atom elementType="O" id="a357" x3="33.3200" y3="-0.4100" z3="76.4600" />
                          <atom elementType="O" id="a358" x3="32.0000" y3="1.4100" z3="78.1400" />
                          <atom elementType="O" id="a359" x3="33.4500" y3="-0.7600" z3="79.2400" />
                          <atom elementType="O" id="a360" x3="36.1200" y3="-0.4100" z3="76.3200" />
                          <atom elementType="O" id="a361" x3="37.7000" y3="1.7600" z3="74.8800" />
                          <atom elementType="O" id="a362" x3="34.8100" y3="-2.8700" z3="77.5000" />
                          <atom elementType="O" id="a363" x3="34.8000" y3="1.3800" z3="78.0300" />
                          <atom elementType="Nb" id="a364" x3="36.5800" y3="1.1800" z3="79.6500" />
                          <atom elementType="Nb" id="a365" x3="34.8200" y3="3.7800" z3="78.3100" />
                          <atom elementType="Nb" id="a366" x3="33.1700" y3="1.1800" z3="79.7900" />
                          <atom elementType="O" id="a367" x3="37.9600" y3="1.0200" z3="80.8900" />
                          <atom elementType="O" id="a368" x3="36.2600" y3="-0.7500" z3="79.1100" />
                          <atom elementType="O" id="a369" x3="34.9200" y3="1.0500" z3="80.8000" />
                          <atom elementType="O" id="a370" x3="36.2900" y3="3.1900" z3="79.5800" />
                          <atom elementType="O" id="a371" x3="37.6000" y3="1.3700" z3="77.8900" />
                          <atom elementType="O" id="a372" x3="36.1700" y3="3.5200" z3="76.8100" />
                          <atom elementType="O" id="a373" x3="33.4900" y3="3.1800" z3="79.7200" />
                          <atom elementType="O" id="a374" x3="31.9000" y3="1.0300" z3="81.1400" />
                          <atom elementType="O" id="a375" x3="34.8100" y3="5.6300" z3="78.5500" />
                          <atom elementType="Nb" id="a376" x3="33.9600" y3="0.0400" z3="87.1300" />
                          <atom elementType="Nb" id="a377" x3="34.3200" y3="-1.7400" z3="84.2400" />
                          <atom elementType="Nb" id="a378" x3="36.9600" y3="-0.0200" z3="85.5400" />
                          <atom elementType="O" id="a379" x3="32.7900" y3="1.3800" z3="87.7200" />
                          <atom elementType="O" id="a380" x3="35.1500" y3="-0.2500" z3="88.7500" />
                          <atom elementType="O" id="a381" x3="35.4600" y3="1.1200" z3="86.3100" />
                          <atom elementType="O" id="a382" x3="33.2800" y3="-0.3200" z3="85.2500" />
                          <atom elementType="O" id="a383" x3="32.9900" y3="-1.6700" z3="87.7100" />
                          <atom elementType="O" id="a384" x3="33.2600" y3="-3.1100" z3="85.3100" />
                          <atom elementType="O" id="a385" x3="35.7400" y3="-0.3100" z3="83.9400" />
                          <atom elementType="O" id="a386" x3="38.1400" y3="1.2900" z3="84.8800" />
                          <atom elementType="O" id="a387" x3="33.4800" y3="-1.7500" z3="82.5700" />
                          <atom elementType="O" id="a388" x3="35.4500" y3="-1.6800" z3="86.3600" />
                          <atom elementType="Nb" id="a389" x3="36.9500" y3="-3.4100" z3="85.5900" />
                          <atom elementType="Nb" id="a390" x3="36.5900" y3="-1.6400" z3="88.4900" />
                          <atom elementType="Nb" id="a391" x3="33.9600" y3="-3.3700" z3="87.1900" />
                          <atom elementType="O" id="a392" x3="38.1200" y3="-4.7600" z3="85.0100" />
                          <atom elementType="O" id="a393" x3="35.7600" y3="-3.1400" z3="83.9800" />
                          <atom elementType="O" id="a394" x3="35.4400" y3="-4.4900" z3="86.4200" />
                          <atom elementType="O" id="a395" x3="37.6400" y3="-3.0700" z3="87.4700" />
                          <atom elementType="O" id="a396" x3="37.9300" y3="-1.7200" z3="85.0400" />
                          <atom elementType="O" id="a397" x3="37.6400" y3="-0.2700" z3="87.4400" />
                          <atom elementType="O" id="a398" x3="35.1700" y3="-3.0600" z3="88.7900" />
                          <atom elementType="O" id="a399" x3="32.7700" y3="-4.6900" z3="87.8400" />
                          <atom elementType="O" id="a400" x3="37.4500" y3="-1.6300" z3="90.1600" />
                          <atom elementType="Nb" id="a401" x3="71.2600" y3="74.7400" z3="54.8800" />
                          <atom elementType="Nb" id="a402" x3="70.0900" y3="71.6800" z3="55.8100" />
                          <atom elementType="Nb" id="a403" x3="71.6600" y3="72.0600" z3="52.8100" />
                          <atom elementType="O" id="a404" x3="70.5000" y3="76.4500" z3="54.7200" />
                          <atom elementType="O" id="a405" x3="73.1900" y3="75.0700" z3="54.3500" />
                          <atom elementType="O" id="a406" x3="70.9600" y3="73.9700" z3="53.0500" />
                          <atom elementType="O" id="a407" x3="69.6800" y3="73.6500" z3="55.5200" />
                          <atom elementType="O" id="a408" x3="71.8900" y3="74.7600" z3="56.8100" />
                          <atom elementType="O" id="a409" x3="70.9100" y3="72.2200" z3="57.5800" />
                          <atom elementType="O" id="a410" x3="70.0000" y3="71.4600" z3="53.8000" />
                          <atom elementType="O" id="a411" x3="71.2200" y3="71.7000" z3="51.0300" />
                          <atom elementType="O" id="a412" x3="68.4400" y3="70.9900" z3="56.3400" />
                          <atom elementType="O" id="a413" x3="72.2400" y3="72.5500" z3="55.1200" />
                          <atom elementType="Nb" id="a414" x3="73.1900" y3="70.3500" z3="55.3200" />
                          <atom elementType="Nb" id="a415" x3="74.3500" y3="73.4100" z3="54.4200" />
                          <atom elementType="Nb" id="a416" x3="72.7900" y3="73.0200" z3="57.4100" />
                          <atom elementType="O" id="a417" x3="73.9400" y3="68.6400" z3="55.4900" />
                          <atom elementType="O" id="a418" x3="71.2600" y3="70.0200" z3="55.8700" />
                          <atom elementType="O" id="a419" x3="73.4800" y3="71.1200" z3="57.1800" />
                          <atom elementType="O" id="a420" x3="74.7700" y3="71.4400" z3="54.7000" />
                          <atom elementType="O" id="a421" x3="72.5400" y3="70.3600" z3="53.3900" />
                          <atom elementType="O" id="a422" x3="73.5200" y3="72.8600" z3="52.6400" />
                          <atom elementType="O" id="a423" x3="74.4500" y3="73.6400" z3="56.4300" />
                          <atom elementType="O" id="a424" x3="73.2200" y3="73.4000" z3="59.1900" />
                          <atom elementType="O" id="a425" x3="76.0200" y3="74.1100" z3="53.8800" />
                          <atom elementType="Nb" id="a426" x3="82.8000" y3="10.3500" z3="63.0100" />
                          <atom elementType="Nb" id="a427" x3="81.2400" y3="12.3200" z3="60.7100" />
                          <atom elementType="Nb" id="a428" x3="83.8600" y3="10.3200" z3="59.7700" />
                          <atom elementType="O" id="a429" x3="83.6100" y3="10.6600" z3="64.6700" />
                          <atom elementType="O" id="a430" x3="83.0300" y3="8.3500" z3="62.7900" />
                          <atom elementType="O" id="a431" x3="84.3500" y3="10.5800" z3="61.7300" />
                          <atom elementType="O" id="a432" x3="82.1900" y3="12.2100" z3="62.5000" />
                          <atom elementType="O" id="a433" x3="80.8800" y3="9.9500" z3="63.5500" />
                          <atom elementType="O" id="a434" x3="79.5900" y3="11.5900" z3="61.6500" />
                          <atom elementType="O" id="a435" x3="83.0700" y3="12.1900" z3="59.8400" />
                          <atom elementType="O" id="a436" x3="85.5000" y3="10.6100" z3="58.9200" />
                          <atom elementType="O" id="a437" x3="80.8700" y3="14.1400" z3="60.5500" />
                          <atom elementType="O" id="a438" x3="81.7500" y3="9.9500" z3="60.8800" />
                          <atom elementType="Nb" id="a439" x3="80.7000" y3="9.5600" z3="58.7500" />
                          <atom elementType="Nb" id="a440" x3="82.2600" y3="7.6100" z3="61.0700" />
                          <atom elementType="Nb" id="a441" x3="79.6300" y3="9.6000" z3="61.9900" />
                          <atom elementType="O" id="a442" x3="79.8600" y3="9.2900" z3="57.1000" />
                          <atom elementType="O" id="a443" x3="80.4700" y3="11.5800" z3="58.9800" />
                          <atom elementType="O" id="a444" x3="79.1500" y3="9.3200" z3="60.0500" />
                          <atom elementType="O" id="a445" x3="81.3100" y3="7.7000" z3="59.2700" />
                          <atom elementType="O" id="a446" x3="82.6100" y3="9.9600" z3="58.2100" />
                          <atom elementType="O" id="a447" x3="83.9000" y3="8.3200" z3="60.1100" />
                          <atom elementType="O" id="a448" x3="80.4200" y3="7.7300" z3="61.9300" />
                          <atom elementType="O" id="a449" x3="78.0000" y3="9.3000" z3="62.8500" />
                          <atom elementType="O" id="a450" x3="82.6300" y3="5.7800" z3="61.2300" />
                          <atom elementType="Nb" id="a451" x3="0.7500" y3="44.3800" z3="53.5700" />
                          <atom elementType="Nb" id="a452" x3="2.1700" y3="41.2800" z3="53.8200" />
                          <atom elementType="Nb" id="a453" x3="-0.4300" y3="41.8100" z3="51.6600" />
                          <atom elementType="O" id="a454" x3="0.0000" y3="45.5800" z3="54.8000" />
                          <atom elementType="O" id="a455" x3="0.5700" y3="45.3700" z3="51.8200" />
                          <atom elementType="O" id="a456" x3="-0.8500" y3="43.2700" z3="53.0200" />
                          <atom elementType="O" id="a457" x3="1.3000" y3="42.8400" z3="54.7900" />
                          <atom elementType="O" id="a458" x3="2.7000" y3="44.9400" z3="53.5700" />
                          <atom elementType="O" id="a459" x3="3.8800" y3="42.3900" z3="53.7900" />
                          <atom elementType="O" id="a460" x3="0.3100" y3="40.7400" z3="53.2300" />
                          <atom elementType="O" id="a461" x3="-2.1000" y3="41.0200" z3="51.4100" />
                          <atom elementType="O" id="a462" x3="2.5000" y3="40.0700" z3="55.2100" />
                          <atom elementType="O" id="a463" x3="1.7400" y3="42.8200" z3="52.0100" />
                          <atom elementType="Nb" id="a464" x3="2.7000" y3="41.2600" z3="50.4500" />
                          <atom elementType="Nb" id="a465" x3="1.3000" y3="44.3700" z3="50.2200" />
                          <atom elementType="Nb" id="a466" x3="3.9000" y3="43.8500" z3="52.3600" />
                          <atom elementType="O" id="a467" x3="3.4800" y3="40.0700" z3="49.2500" />
                          <atom elementType="O" id="a468" x3="2.8900" y3="40.2800" z3="52.2100" />
                          <atom elementType="O" id="a469" x3="4.3100" y3="42.3900" z3="51.0100" />
                          <atom elementType="O" id="a470" x3="2.1700" y3="42.8100" z3="49.2500" />
                          <atom elementType="O" id="a471" x3="0.7500" y3="40.7100" z3="50.4600" />
                          <atom elementType="O" id="a472" x3="-0.4100" y3="43.2600" z3="50.2500" />
                          <atom elementType="O" id="a473" x3="3.1600" y3="44.9200" z3="50.8100" />
                          <atom elementType="O" id="a474" x3="5.5700" y3="44.6300" z3="52.6400" />
                          <atom elementType="O" id="a475" x3="0.9700" y3="45.5700" z3="48.8100" />
                          <atom elementType="Nb" id="a476" x3="61.8800" y3="86.0000" z3="62.2800" />
                          <atom elementType="Nb" id="a477" x3="64.4700" y3="86.3200" z3="64.4500" />
                          <atom elementType="Nb" id="a478" x3="65.0700" y3="85.3600" z3="61.2500" />
                          <atom elementType="O" id="a479" x3="60.2700" y3="85.0500" z3="62.2800" />
                          <atom elementType="O" id="a480" x3="61.8200" y3="86.9600" z3="60.4800" />
                          <atom elementType="O" id="a481" x3="63.1600" y3="84.6800" z3="61.4100" />
                          <atom elementType="O" id="a482" x3="62.6800" y3="85.4800" z3="64.0700" />
                          <atom elementType="O" id="a483" x3="61.3400" y3="87.7600" z3="63.1300" />
                          <atom elementType="O" id="a484" x3="63.4700" y3="88.0400" z3="64.9400" />
                          <atom elementType="O" id="a485" x3="65.2800" y3="84.9400" z3="63.2100" />
                          <atom elementType="O" id="a486" x3="65.9300" y3="83.9100" z3="60.4300" />
                          <atom elementType="O" id="a487" x3="64.9100" y3="85.6100" z3="66.1300" />
                          <atom elementType="O" id="a488" x3="63.9500" y3="87.2200" z3="62.2900" />
                          <atom elementType="Nb" id="a489" x3="66.0200" y3="88.4600" z3="62.2900" />
                          <atom elementType="Nb" id="a490" x3="63.4200" y3="88.1200" z3="60.1100" />
                          <atom elementType="Nb" id="a491" x3="62.8500" y3="89.0900" z3="63.3300" />
                          <atom elementType="O" id="a492" x3="67.6400" y3="89.4100" z3="62.3100" />
                          <atom elementType="O" id="a493" x3="66.1000" y3="87.4900" z3="64.0800" />
                          <atom elementType="O" id="a494" x3="64.7500" y3="89.7700" z3="63.1400" />
                          <atom elementType="O" id="a495" x3="65.2400" y3="88.9800" z3="60.5000" />
                          <atom elementType="O" id="a496" x3="66.5700" y3="86.7000" z3="61.4300" />
                          <atom elementType="O" id="a497" x3="64.4400" y3="86.4300" z3="59.6300" />
                          <atom elementType="O" id="a498" x3="62.6300" y3="89.5100" z3="61.3500" />
                          <atom elementType="O" id="a499" x3="61.9800" y3="90.5500" z3="64.1400" />
                          <atom elementType="O" id="a500" x3="63.0100" y3="88.8400" z3="58.4300" />
                          <atom elementType="Nb" id="a501" x3="91.2500" y3="52.0000" z3="50.3900" />
                          <atom elementType="Nb" id="a502" x3="93.0800" y3="51.8300" z3="47.5200" />
                          <atom elementType="Nb" id="a503" x3="92.9000" y3="49.1200" z3="49.6000" />
                          <atom elementType="O" id="a504" x3="91.2300" y3="53.1300" z3="51.8900" />
                          <atom elementType="O" id="a505" x3="89.7700" y3="50.6800" z3="50.8500" />
                          <atom elementType="O" id="a506" x3="92.5900" y3="50.5900" z3="50.9600" />
                          <atom elementType="O" id="a507" x3="92.7200" y3="52.8100" z3="49.2700" />
                          <atom elementType="O" id="a508" x3="89.9200" y3="52.9000" z3="49.1500" />
                          <atom elementType="O" id="a509" x3="91.4300" y3="52.7700" z3="46.7900" />
                          <atom elementType="O" id="a510" x3="94.0700" y3="50.4400" z3="48.6200" />
                          <atom elementType="O" id="a511" x3="94.1400" y3="48.0200" z3="50.4400" />
                          <atom elementType="O" id="a512" x3="94.4800" y3="52.8000" z3="46.7700" />
                          <atom elementType="O" id="a513" x3="91.2700" y3="50.5600" z3="48.4900" />
                          <atom elementType="Nb" id="a514" x3="91.3000" y3="49.0800" z3="46.5700" />
                          <atom elementType="Nb" id="a515" x3="89.4700" y3="49.2500" z3="49.4500" />
                          <atom elementType="Nb" id="a516" x3="89.6700" y3="51.9600" z3="47.3700" />
                          <atom elementType="O" id="a517" x3="91.3300" y3="47.9400" z3="45.0900" />
                          <atom elementType="O" id="a518" x3="92.7700" y3="50.3900" z3="46.1200" />
                          <atom elementType="O" id="a519" x3="89.9800" y3="50.4900" z3="46.0000" />
                          <atom elementType="O" id="a520" x3="89.8400" y3="48.2600" z3="47.7100" />
                          <atom elementType="O" id="a521" x3="92.6300" y3="48.1800" z3="47.8000" />
                          <atom elementType="O" id="a522" x3="91.1300" y3="48.3100" z3="50.1900" />
                          <atom elementType="O" id="a523" x3="88.4800" y3="50.6200" z3="48.3600" />
                          <atom elementType="O" id="a524" x3="88.4100" y3="53.0600" z3="46.5300" />
                          <atom elementType="O" id="a525" x3="88.0800" y3="48.2500" z3="50.2000" />
                          <atom elementType="Nb" id="a526" x3="77.0700" y3="19.1900" z3="62.9300" />
                          <atom elementType="Nb" id="a527" x3="78.0100" y3="20.8600" z3="60.1000" />
                          <atom elementType="Nb" id="a528" x3="80.1800" y3="18.7000" z3="61.6000" />
                          <atom elementType="O" id="a529" x3="76.4100" y3="19.6900" z3="64.6100" />
                          <atom elementType="O" id="a530" x3="77.1500" y3="17.1700" z3="63.0900" />
                          <atom elementType="O" id="a531" x3="79.0900" y3="19.2000" z3="63.2300" />
                          <atom elementType="O" id="a532" x3="77.2900" y3="20.9800" z3="62.0000" />
                          <atom elementType="O" id="a533" x3="75.3800" y3="18.9400" z3="61.8600" />
                          <atom elementType="O" id="a534" x3="76.1400" y3="20.3200" z3="59.5400" />
                          <atom elementType="O" id="a535" x3="79.8400" y3="20.5800" z3="60.9200" />
                          <atom elementType="O" id="a536" x3="81.9300" y3="18.8100" z3="62.2600" />
                          <atom elementType="O" id="a537" x3="78.1000" y3="22.6600" z3="59.5800" />
                          <atom elementType="O" id="a538" x3="77.9100" y3="18.5400" z3="60.7700" />
                          <atom elementType="Nb" id="a539" x3="78.7700" y3="17.8900" z3="58.6000" />
                          <atom elementType="Nb" id="a540" x3="77.8400" y3="16.2200" z3="61.4400" />
                          <atom elementType="Nb" id="a541" x3="75.6700" y3="18.4000" z3="59.9300" />
                          <atom elementType="O" id="a542" x3="79.4100" y3="17.3800" z3="56.9200" />
                          <atom elementType="O" id="a543" x3="78.6800" y3="19.9100" z3="58.4400" />
                          <atom elementType="O" id="a544" x3="76.7700" y3="17.8700" z3="58.3000" />
                          <atom elementType="O" id="a545" x3="78.5500" y3="16.1000" z3="59.5400" />
                          <atom elementType="O" id="a546" x3="80.4800" y3="18.1500" z3="59.6800" />
                          <atom elementType="O" id="a547" x3="79.7200" y3="16.7600" z3="61.9900" />
                          <atom elementType="O" id="a548" x3="76.0100" y3="16.5000" z3="60.6100" />
                          <atom elementType="O" id="a549" x3="73.9100" y3="18.2700" z3="59.2800" />
                          <atom elementType="O" id="a550" x3="77.7500" y3="14.4300" z3="61.9500" />
                          <atom elementType="Nb" id="a551" x3="22.2200" y3="75.1100" z3="27.9600" />
                          <atom elementType="Nb" id="a552" x3="21.6700" y3="75.5900" z3="24.6200" />
                          <atom elementType="Nb" id="a553" x3="19.1200" y3="76.0700" z3="26.8500" />
                          <atom elementType="O" id="a554" x3="22.8600" y3="73.7000" z3="29.0000" />
                          <atom elementType="O" id="a555" x3="21.8300" y3="76.5400" z3="29.3500" />
                          <atom elementType="O" id="a556" x3="20.2200" y3="74.7400" z3="27.9300" />
                          <atom elementType="O" id="a557" x3="22.3300" y3="74.3400" z3="26.0800" />
                          <atom elementType="O" id="a558" x3="23.9100" y3="76.1400" z3="27.5200" />
                          <atom elementType="O" id="a559" x3="23.4700" y3="76.5300" z3="24.7700" />
                          <atom elementType="O" id="a560" x3="19.7900" y3="75.1200" z3="25.1900" />
                          <atom elementType="O" id="a561" x3="17.3900" y3="75.4300" z3="27.0300" />
                          <atom elementType="O" id="a562" x3="21.8800" y3="74.5600" z3="23.0800" />
                          <atom elementType="O" id="a563" x3="21.3900" y3="76.9200" z3="26.6200" />
                          <atom elementType="Nb" id="a564" x3="20.5400" y3="78.7500" z3="25.2600" />
                          <atom elementType="Nb" id="a565" x3="21.0900" y3="78.2600" z3="28.6000" />
                          <atom elementType="Nb" id="a566" x3="23.6400" y3="77.7900" z3="26.3600" />
                          <atom elementType="O" id="a567" x3="19.9000" y3="80.1600" z3="24.2200" />
                          <atom elementType="O" id="a568" x3="20.9300" y3="77.3300" z3="23.8700" />
                          <atom elementType="O" id="a569" x3="22.5300" y3="79.1300" z3="25.3100" />
                          <atom elementType="O" id="a570" x3="20.4400" y3="79.5200" z3="27.1300" />
                          <atom elementType="O" id="a571" x3="18.8500" y3="77.7200" z3="25.7000" />
                          <atom elementType="O" id="a572" x3="19.2900" y3="77.3300" z3="28.4400" />
                          <atom elementType="O" id="a573" x3="22.9800" y3="78.7400" z3="28.0300" />
                          <atom elementType="O" id="a574" x3="25.3600" y3="78.4400" z3="26.1800" />
                          <atom elementType="O" id="a575" x3="20.8800" y3="79.3000" z3="30.1500" />
                          <atom elementType="Nb" id="a576" x3="75.3100" y3="7.9100" z3="52.3200" />
                          <atom elementType="Nb" id="a577" x3="71.9800" y3="8.7100" z3="52.4400" />
                          <atom elementType="Nb" id="a578" x3="73.6400" y3="7.8700" z3="55.2900" />
                          <atom elementType="O" id="a579" x3="76.3400" y3="6.7000" z3="51.3500" />
                          <atom elementType="O" id="a580" x3="76.6900" y3="8.8800" z3="53.4300" />
                          <atom elementType="O" id="a581" x3="74.8100" y3="6.8600" z3="53.9700" />
                          <atom elementType="O" id="a582" x3="73.4400" y3="7.5500" z3="51.6100" />
                          <atom elementType="O" id="a583" x3="75.3300" y3="9.5500" z3="51.1000" />
                          <atom elementType="O" id="a584" x3="72.6000" y3="10.1800" z3="51.1800" />
                          <atom elementType="O" id="a585" x3="72.0900" y3="7.4900" z3="54.0600" />
                          <atom elementType="O" id="a586" x3="73.4100" y3="6.6100" z3="56.6500" />
                          <atom elementType="O" id="a587" x3="70.4300" y3="8.0700" z3="51.5900" />
                          <atom elementType="O" id="a588" x3="73.9600" y3="9.5100" z3="53.5500" />
                          <atom elementType="Nb" id="a589" x3="72.6300" y3="11.0900" z3="54.7800" />
                          <atom elementType="Nb" id="a590" x3="75.9400" y3="10.3100" z3="54.6600" />
                          <atom elementType="Nb" id="a591" x3="74.2700" y3="11.1500" z3="51.7900" />
                          <atom elementType="O" id="a592" x3="71.5900" y3="12.3100" z3="55.7400" />
                          <atom elementType="O" id="a593" x3="71.2300" y3="10.1500" z3="53.6500" />
                          <atom elementType="O" id="a594" x3="73.1300" y3="12.1500" z3="53.1300" />
                          <atom elementType="O" id="a595" x3="74.4900" y3="11.4700" z3="55.4900" />
                          <atom elementType="O" id="a596" x3="72.6000" y3="9.4700" z3="55.9900" />
                          <atom elementType="O" id="a597" x3="75.3400" y3="8.8400" z3="55.9000" />
                          <atom elementType="O" id="a598" x3="75.8400" y3="11.5200" z3="53.0300" />
                          <atom elementType="O" id="a599" x3="74.5100" y3="12.4000" z3="50.4300" />
                          <atom elementType="O" id="a600" x3="77.4800" y3="10.9500" z3="55.5100" />
                          <atom elementType="Li" id="a601" x3="19.8400" y3="72.8000" z3="27.8300" />
                          <atom elementType="Li" id="a602" x3="17.1400" y3="78.5800" z3="25.7900" />
                          <atom elementType="Li" id="a603" x3="69.7500" y3="11.2500" z3="52.9400" />
                          <atom elementType="Li" id="a604" x3="25.6000" y3="75.3500" z3="27.8100" />
                          <atom elementType="Li" id="a605" x3="65.2800" y3="90.8200" z3="64.5600" />
                          <atom elementType="Li" id="a606" x3="69.7200" y3="12.1400" z3="55.8300" />
                          <atom elementType="Li" id="a607" x3="21.9100" y3="72.8200" z3="22.3200" />
                          <atom elementType="Li" id="a608" x3="76.2900" y3="16.7300" z3="56.8300" />
                          <atom elementType="Li" id="a609" x3="71.8600" y3="68.5600" z3="52.9500" />
                          <atom elementType="Li" id="a610" x3="28.0600" y3="74.5200" z3="18.0900" />
                          <atom elementType="Li" id="a611" x3="50.0000" y3="87.5400" z3="89.5800" />
                          <atom elementType="Li" id="a612" x3="67.8500" y3="87.2400" z3="64.8600" />
                          <atom elementType="Li" id="a613" x3="51.2600" y3="14.6500" z3="71.0300" />
                          <atom elementType="Li" id="a614" x3="35.2200" y3="1.0400" z3="82.6200" />
                          <atom elementType="Li" id="a615" x3="32.3000" y3="84.4000" z3="18.8300" />
                          <atom elementType="Li" id="a616" x3="65.8800" y3="83.2800" z3="58.6400" />
                          <atom elementType="Li" id="a617" x3="33.6700" y3="75.3500" z3="20.9600" />
                          <atom elementType="Li" id="a618" x3="74.9500" y3="9.2400" z3="49.2800" />
                          <atom elementType="Li" id="a619" x3="26.7400" y3="79.8200" z3="26.2200" />
                          <atom elementType="Li" id="a620" x3="54.0600" y3="20.6200" z3="62.1500" />
                          <atom elementType="Li" id="a621" x3="56.0700" y3="85.6400" z3="89.6400" />
                          <atom elementType="Li" id="a622" x3="79.3400" y3="10.6900" z3="55.8700" />
                          <atom elementType="Li" id="a623" x3="74.8000" y3="72.0600" z3="51.3400" />
                          <atom elementType="Li" id="a624" x3="89.0200" y3="43.6700" z3="53.3400" />
                          <atom elementType="Li" id="a625" x3="49.7000" y3="17.7500" z3="75.1900" />
                          <atom elementType="Li" id="a626" x3="35.8300" y3="4.6700" z3="75.3300" />
                          <atom elementType="Li" id="a627" x3="74.7400" y3="29.1700" z3="1.8900" />
                          <atom elementType="Li" id="a628" x3="26.4300" y3="72.9100" z3="24.6400" />
                          <atom elementType="Li" id="a629" x3="0.0700" y3="53.7100" z3="53.5300" />
                          <atom elementType="Li" id="a630" x3="3.8100" y3="46.6100" z3="50.3100" />
                          <atom elementType="Li" id="a631" x3="71.2500" y3="27.2600" z3="91.0300" />
                          <atom elementType="Li" id="a632" x3="31.7600" y3="90.1000" z3="76.6800" />
                          <atom elementType="Li" id="a633" x3="29.7900" y3="71.3900" z3="22.4500" />
                          <atom elementType="Li" id="a634" x3="30.2500" y3="2.1700" z3="78.3600" />
                          <atom elementType="Li" id="a635" x3="24.1600" y3="69.7300" z3="20.5200" />
                          <atom elementType="Li" id="a636" x3="3.6700" y3="43.1900" z3="39.0700" />
                          <atom elementType="Li" id="a637" x3="79.3300" y3="21.0100" z3="57.1000" />
                          <atom elementType="Li" id="a638" x3="28.6300" y3="69.4300" z3="20.1800" />
                          <atom elementType="Li" id="a639" x3="30.8100" y3="78.2900" z3="19.7300" />
                          <atom elementType="Li" id="a640" x3="58.2000" y3="15.8500" z3="66.7900" />
                          <atom elementType="Li" id="a641" x3="85.5700" y3="87.1900" z3="8.2200" />
                          <atom elementType="Li" id="a642" x3="60.2100" y3="34.6500" z3="53.2100" />
                          <atom elementType="Li" id="a643" x3="68.3900" y3="71.6300" z3="52.8700" />
                          <atom elementType="Li" id="a644" x3="30.7500" y3="70.4600" z3="13.8300" />
                          <atom elementType="Li" id="a645" x3="65.7600" y3="7.7700" z3="51.0800" />
                          <atom elementType="Li" id="a646" x3="31.5900" y3="86.4100" z3="89.3100" />
                          <atom elementType="Li" id="a647" x3="54.2600" y3="16.7900" z3="59.7800" />
                          <atom elementType="Li" id="a648" x3="35.3200" y3="77.6400" z3="24.2000" />
                          <atom elementType="Li" id="a649" x3="70.4700" y3="32.5900" z3="87.2800" />
                          <atom elementType="Li" id="a650" x3="56.3500" y3="32.5800" z3="55.3900" />
                          <atom elementType="Li" id="a651" x3="24.3100" y3="77.1900" z3="23.2900" />
                          <atom elementType="Li" id="a652" x3="1.8900" y3="54.4500" z3="49.8700" />
                          <atom elementType="Li" id="a653" x3="0.8100" y3="47.9700" z3="43.4900" />
                          <atom elementType="Li" id="a654" x3="87.5300" y3="87.9000" z3="12.0000" />
                          <atom elementType="Li" id="a655" x3="70.2400" y3="85.0200" z3="59.8900" />
                          <atom elementType="Li" id="a656" x3="68.2800" y3="15.4900" z3="64.2600" />
                          <atom elementType="Li" id="a657" x3="21.3100" y3="76.0000" z3="31.1800" />
                          <atom elementType="Li" id="a658" x3="1.5800" y3="50.7100" z3="44.3300" />
                          <atom elementType="Li" id="a659" x3="59.4200" y3="88.5200" z3="62.8200" />
                          <atom elementType="Li" id="a660" x3="35.7300" y3="69.8200" z3="17.9300" />
                          <atom elementType="Li" id="a661" x3="61.8000" y3="17.7400" z3="4.7200" />
                          <atom elementType="Li" id="a662" x3="24.2600" y3="64.6600" z3="24.3700" />
                          <atom elementType="Li" id="a663" x3="79.7200" y3="18.6000" z3="64.9600" />
                          <atom elementType="Li" id="a664" x3="54.0600" y3="1.2300" z3="2.1600" />
                          <atom elementType="Li" id="a665" x3="50.0500" y3="20.7300" z3="70.5200" />
                          <atom elementType="Li" id="a666" x3="19.9600" y3="81.3900" z3="27.2300" />
                          <atom elementType="Li" id="a667" x3="65.6300" y3="86.5800" z3="58.2000" />
                          <atom elementType="Li" id="a668" x3="43.9500" y3="19.9600" z3="71.7600" />
                          <atom elementType="Li" id="a669" x3="83.3700" y3="1.2300" z3="13.3100" />
                          <atom elementType="Li" id="a670" x3="35.9400" y3="85.7800" z3="87.6600" />
                          <atom elementType="Li" id="a671" x3="2.0900" y3="46.6200" z3="47.6400" />
                          <atom elementType="Li" id="a672" x3="39.4200" y3="89.8000" z3="83.9000" />
                          <atom elementType="Li" id="a673" x3="65.1300" y3="12.4300" z3="58.8000" />
                          <atom elementType="Li" id="a674" x3="75.7700" y3="8.7800" z3="57.7600" />
                          <atom elementType="Li" id="a675" x3="85.5300" y3="12.2600" z3="62.0300" />
                          <atom elementType="Li" id="a676" x3="57.0600" y3="12.4900" z3="8.9100" />
                          <atom elementType="Li" id="a677" x3="9.0200" y3="49.5500" z3="38.9600" />
                          <atom elementType="Li" id="a678" x3="39.4800" y3="0.0200" z3="87.9400" />
                          <atom elementType="Li" id="a679" x3="60.4300" y3="18.6800" z3="63.7500" />
                          <atom elementType="Li" id="a680" x3="91.5400" y3="39.9000" z3="48.9200" />
                          <atom elementType="Li" id="a681" x3="28.3300" y3="70.1900" z3="27.9100" />
                          <atom elementType="Li" id="a682" x3="66.2500" y3="89.7200" z3="59.1700" />
                          <atom elementType="Li" id="a683" x3="43.7900" y3="15.8600" z3="73.2700" />
                          <atom elementType="Li" id="a684" x3="61.1600" y3="85.9600" z3="59.0000" />
                          <atom elementType="Li" id="a685" x3="48.5100" y3="91.3000" z3="0.2000" />
                          <atom elementType="Li" id="a686" x3="55.4700" y3="82.7700" z3="40.8000" />
                          <atom elementType="Li" id="a687" x3="57.5300" y3="37.1000" z3="60.1600" />
                          <atom elementType="Li" id="a688" x3="45.2800" y3="18.3300" z3="67.1800" />
                          <atom elementType="Li" id="a689" x3="3.9600" y3="51.0500" z3="49.7200" />
                          <atom elementType="Li" id="a690" x3="34.3900" y3="0.7900" z3="73.4300" />
                          <atom elementType="Li" id="a691" x3="5.0100" y3="43.6300" z3="43.4900" />
                          <atom elementType="Li" id="a692" x3="55.9100" y3="0.9200" z3="87.7000" />
                          <atom elementType="Li" id="a693" x3="33.6600" y3="84.9100" z3="24.0600" />
                          <atom elementType="Li" id="a694" x3="77.9400" y3="12.5700" z3="61.4800" />
                          <atom elementType="Li" id="a695" x3="65.4100" y3="6.1400" z3="57.1800" />
                          <atom elementType="Li" id="a696" x3="44.8400" y3="13.8100" z3="69.6300" />
                          <atom elementType="Li" id="a697" x3="49.8300" y3="16.9400" z3="65.9000" />
                          <atom elementType="Li" id="a698" x3="34.6500" y3="71.8200" z3="13.7300" />
                          <atom elementType="Li" id="a699" x3="31.9100" y3="77.1400" z3="16.4000" />
                          <atom elementType="Li" id="a700" x3="90.9100" y3="46.5800" z3="48.2300" />
                          <atom elementType="Li" id="a701" x3="7.7800" y3="45.2000" z3="38.9100" />
                          <atom elementType="Li" id="a702" x3="85.6200" y3="7.5600" z3="60.4400" />
                          <atom elementType="Li" id="a703" x3="22.4000" y3="69.5900" z3="25.8400" />
                          <atom elementType="Li" id="a704" x3="62.1400" y3="90.4000" z3="57.9100" />
                          <atom elementType="Li" id="a705" x3="80.0500" y3="89.5300" z3="14.9600" />
                          <atom elementType="Li" id="a706" x3="63.0300" y3="82.7900" z3="61.9300" />
                          <atom elementType="Li" id="a707" x3="60.1200" y3="12.5200" z3="61.2800" />
                          <atom elementType="Li" id="a708" x3="29.8000" y3="66.0000" z3="26.3400" />
                          <atom elementType="Li" id="a709" x3="53.7900" y3="16.4600" z3="69.1100" />
                          <atom elementType="Li" id="a710" x3="71.4900" y3="78.2800" z3="55.0900" />
                          <atom elementType="Li" id="a711" x3="3.4200" y3="46.5600" z3="54.0900" />
                          <atom elementType="Li" id="a712" x3="37.9400" y3="83.5700" z3="22.1200" />
                          <atom elementType="Li" id="a713" x3="55.7800" y3="17.4600" z3="9.0700" />
                          <atom elementType="Li" id="a714" x3="65.6600" y3="33.5700" z3="59.3200" />
                          <atom elementType="Li" id="a715" x3="70.1400" y3="31.6200" z3="91.2700" />
                          <atom elementType="Li" id="a716" x3="91.1100" y3="47.0300" z3="51.6000" />
                          <atom elementType="Li" id="a717" x3="70.8500" y3="88.0000" z3="56.0000" />
                          <atom elementType="Li" id="a718" x3="75.9600" y3="22.4300" z3="62.5500" />
                          <atom elementType="Li" id="a719" x3="78.5300" y3="84.4400" z3="11.0000" />
                          <atom elementType="Li" id="a720" x3="64.0800" y3="17.8100" z3="12.6900" />
                          <atom elementType="Li" id="a721" x3="70.5000" y3="6.6500" z3="54.6000" />
                          <atom elementType="Li" id="a722" x3="65.3900" y3="18.4500" z3="63.2900" />
                          <atom elementType="Li" id="a723" x3="33.9600" y3="89.8500" z3="80.7800" />
                          <atom elementType="Li" id="a724" x3="64.2500" y3="14.1200" z3="5.1600" />
                          <atom elementType="Li" id="a725" x3="68.6100" y3="76.8600" z3="54.6300" />
                          <atom elementType="Li" id="a726" x3="35.0500" y3="81.5100" z3="26.0800" />
                          <atom elementType="Li" id="a727" x3="71.8400" y3="28.8900" z3="85.5700" />
                          <atom elementType="Li" id="a728" x3="81.0700" y3="15.4700" z3="61.9300" />
                          <atom elementType="Li" id="a729" x3="83.0000" y3="7.1400" z3="64.2600" />
                          <atom elementType="Li" id="a730" x3="33.5200" y3="4.3600" z3="81.1700" />
                          <atom elementType="Li" id="a731" x3="32.5000" y3="87.0500" z3="84.4000" />
                          <atom elementType="Li" id="a732" x3="72.5000" y3="84.9400" z3="53.6900" />
                          <atom elementType="Li" id="a733" x3="59.0600" y3="20.4300" z3="10.0600" />
                          <atom elementType="Li" id="a734" x3="79.1300" y3="6.3600" z3="61.8500" />
                          <atom elementType="Li" id="a735" x3="65.9400" y3="14.1600" z3="54.1700" />
                          <atom elementType="Li" id="a736" x3="76.2600" y3="13.3900" z3="53.3800" />
                          <atom elementType="Li" id="a737" x3="63.2400" y3="14.0200" z3="9.4700" />
                          <atom elementType="Li" id="a738" x3="73.3700" y3="67.4200" z3="56.8700" />
                          <atom elementType="Li" id="a739" x3="37.4300" y3="89.5500" z3="79.8900" />
                          <atom elementType="Li" id="a740" x3="75.9300" y3="16.2300" z3="64.2500" />
                          <atom elementType="Li" id="a741" x3="60.4000" y3="29.5200" z3="57.2000" />
                          <atom elementType="Li" id="a742" x3="30.0300" y3="82.7500" z3="22.2600" />
                          <atom elementType="Li" id="a743" x3="1.8600" y3="43.4600" z3="56.4000" />
                          <atom elementType="Li" id="a744" x3="57.4500" y3="14.5400" z3="12.3600" />
                          <atom elementType="Li" id="a745" x3="74.9900" y3="25.9700" z3="87.7900" />
                          <atom elementType="Li" id="a746" x3="73.2700" y3="33.9200" z3="2.2900" />
                          <atom elementType="Li" id="a747" x3="35.8500" y3="75.2400" z3="17.3400" />
                          <atom elementType="Li" id="a748" x3="59.7800" y3="89.0600" z3="89.9700" />
                          <atom elementType="Li" id="a749" x3="54.4700" y3="88.9600" z3="84.6600" />
                          <atom elementType="Li" id="a750" x3="33.0300" y3="67.1000" z3="15.3700" />
                          <atom elementType="Li" id="a751" x3="86.6700" y3="50.2900" z3="47.7900" />
                          <atom elementType="Li" id="a752" x3="38.7000" y3="79.7500" z3="20.8200" />
                          <atom elementType="Li" id="a753" x3="34.5700" y3="0.4100" z3="90.4000" />
                          <atom elementType="Li" id="a754" x3="62.2400" y3="9.0500" z3="58.6700" />
                          <atom elementType="Li" id="a755" x3="78.2000" y3="6.7400" z3="50.8400" />
                          <atom elementType="Li" id="a756" x3="78.0700" y3="29.2500" z3="87.0400" />
                          <atom elementType="Li" id="a757" x3="62.4000" y3="88.0600" z3="66.7000" />
                          <atom elementType="Li" id="a758" x3="68.4100" y3="79.6700" z3="52.6000" />
                          <atom elementType="Li" id="a759" x3="59.7200" y3="33.3500" z3="62.5600" />
                          <atom elementType="Li" id="a760" x3="2.9000" y3="50.7200" z3="40.4700" />
                          <atom elementType="Li" id="a761" x3="56.2900" y3="31.4700" z3="59.1800" />
                          <atom elementType="Li" id="a762" x3="79.8100" y3="88.3800" z3="8.3200" />
                          <atom elementType="Li" id="a763" x3="37.6400" y3="4.4200" z3="79.9100" />
                          <atom elementType="Li" id="a764" x3="74.6500" y3="15.2100" z3="60.7100" />
                          <atom elementType="Li" id="a765" x3="79.5800" y3="14.5500" z3="59.2100" />
                          <atom elementType="Li" id="a766" x3="81.3400" y3="6.4000" z3="57.9200" />
                          <atom elementType="Li" id="a767" x3="9.1000" y3="44.4400" z3="43.3800" />
                          <atom elementType="Li" id="a768" x3="5.4700" y3="48.9300" z3="45.5300" />
                          <atom elementType="Li" id="a769" x3="87.3200" y3="53.3100" z3="44.8600" />
                          <atom elementType="Li" id="a770" x3="67.1300" y3="82.6100" z3="61.2200" />
                          <atom elementType="Li" id="a771" x3="71.0000" y3="75.8100" z3="58.1800" />
                          <atom elementType="Li" id="a772" x3="54.3100" y3="12.2500" z3="65.9100" />
                          <atom elementType="Li" id="a773" x3="32.6100" y3="2.9900" z3="86.7300" />
                          <atom elementType="Li" id="a774" x3="67.2900" y3="84.1600" z3="52.4700" />
                          <atom elementType="Li" id="a775" x3="91.3800" y3="38.8200" z3="53.3200" />
                          <atom elementType="Li" id="a776" x3="19.6800" y3="77.2900" z3="22.4100" />
                          <atom elementType="Li" id="a777" x3="63.5800" y3="9.4400" z3="63.0200" />
                          <atom elementType="Li" id="a778" x3="63.8100" y3="11.4700" z3="66.5400" />
                          <atom elementType="Li" id="a779" x3="66.9000" y3="9.9600" z3="60.0000" />
                          <atom elementType="Li" id="a780" x3="60.3600" y3="39.1700" z3="55.2800" />
                          <atom elementType="Li" id="a781" x3="5.9900" y3="41.4600" z3="51.0500" />
                          <atom elementType="Li" id="a782" x3="75.5500" y3="74.9800" z3="57.1900" />
                          <atom elementType="Li" id="a783" x3="57.8000" y3="15.7000" z3="61.6700" />
                          <atom elementType="Li" id="a784" x3="76.8100" y3="34.0800" z3="88.5200" />
                          <atom elementType="Li" id="a785" x3="64.1200" y3="11.9500" z3="49.4500" />
                          <atom elementType="Li" id="a786" x3="57.1900" y3="89.3100" z3="2.0300" />
                          <atom elementType="Li" id="a787" x3="53.2000" y3="19.7700" z3="67.4800" />
                          <atom elementType="Li" id="a788" x3="60.5700" y3="10.4600" z3="52.4300" />
                          <atom elementType="Li" id="a789" x3="62.5000" y3="15.0000" z3="57.4300" />
                          <atom elementType="Li" id="a790" x3="72.6000" y3="19.5400" z3="58.6000" />
                          <atom elementType="Li" id="a791" x3="70.3100" y3="71.4200" z3="59.2100" />
                          <atom elementType="Li" id="a792" x3="88.6200" y3="54.0400" z3="50.1700" />
                    </atomArray>
                    <bondArray />
                    <formula concise="Li192Nb144O456">
                          <atomArray count="192 144 456" elementType="Li Nb O" />
                    </formula>
                    <property dictRef="cml:molmass">
                          <scalar units="unit:dalton">22006.91711999997</scalar>
                    </property>
                    <propertyList>
                          <property dictRef="gm:residueNumber">
                                <array dataType="xsd:integer" size="792">1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 9 9 9 9 9 9 9 9 9 9 9 9 9 9 9 9 9 9
                                      9 9 9 9 9 9 9 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 13 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 14 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 15 16 16
                                      16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 16 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 17 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 18 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 19 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 20 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 21 22 22 22 22 22 22 22 22 22
                                      22 22 22 22 22 22 22 22 22 22 22 22 22 22 22 22 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 23 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111
                                      112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216</array>
                          </property>
                          <property dictRef="gm:residueName">
                                <array dataType="xsd:integer" size="792">LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN
                                      LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN
                                      LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN
                                      LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN
                                      LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN
                                      LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LIN LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI
                                      LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI</array>
                          </property>
                          <property dictRef="gm:atomName">
                                <array dataType="xsd:string" size="792">Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13
                                      Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9
                                      O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4
                                      O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25
                                      Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21 O22 O23 O24 O25 Nb1 Nb2 Nb3 O4 O5 O6 O7 O8 O9 O10 O11 O12 O13 Nb14 Nb15 Nb16 O17 O18 O19 O20 O21
                                      O22 O23 O24 O25 LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI
                                      LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI LI</array>
                          </property>
                    </propertyList>
              </molecule>
        </module>
    </comment>






Template definition



<templateList id="geometry">  <template name="geometry lines" pattern=".*" endPattern="~">    <record repeat="2" />    <templateList>      <template name="atoms" id="solvent" pattern="\s*[0-9]+(SOL|LIG)\s+.*" endPattern="\s*[0-9]+((?!SOL|LIG).)+" endPattern2="\s*[0-9]+\.[0-9]+.*" endPattern3="~" repeat="*" endOffset="0">        <record id="atoms" repeat="*">{A5,gm:residueNumber}{A5,gm:residueName}{A5,gm:atomName}{I5,cc:serial}{F8.3,cc:x3}{F8.3,cc:y3}{F8.3,cc:z3}.*</record>
                </template>      <template name="atoms" id="molecule" pattern="\s*[0-9]+((?!SOL|LIG).)+[A-Za-z]+.*" endPattern="\s*[0-9]+(SOL|LIG)\s+.*" endPattern2="\s*[0-9]+\.[0-9]+.*" endPattern3="~" repeat="*" endOffset="0">        <record id="atoms" repeat="*">{A5,gm:residueNumber}{A5,gm:residueName}{A5,gm:atomName}{I5,cc:serial}{F8.3,cc:x3}{F8.3,cc:y3}{F8.3,cc:z3}.*</record>
                </template>      <template id="lattice" pattern="\s*[0-9]+\.[0-9]+\s*[0-9]+\.[0-9]+\s*[0-9]+\.[0-9]+.*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record id="vectors">{1_9F,x:lattice}</record>        <transform process="split" xpath=".//cml:array[@dictRef='x:lattice']" dictRef="x:lattice" />        <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=10" />        <transform process="pullup" xpath=".//cml:scalar" repeat="2" />        <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:lattice" value="0.00000" />        <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:lattice" value="0.00000" />        <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:lattice" value="0.00000" />        <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:lattice" value="0.00000" />        <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:lattice" value="0.00000" />        <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:lattice" value="0.00000" />        <transform process="addChild" xpath="." elementName="cml:list" dictRef="lattice1" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 1]" to="//cml:list[@dictRef='lattice1']" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 4]" to="//cml:list[@dictRef='lattice1']" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 5]" to="//cml:list[@dictRef='lattice1']" />        <transform process="addChild" xpath="." elementName="cml:list" dictRef="lattice2" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 6]" to="//cml:list[@dictRef='lattice2']" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 2]" to="//cml:list[@dictRef='lattice2']" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 7]" to="//cml:list[@dictRef='lattice2']" />        <transform process="addChild" xpath="." elementName="cml:list" dictRef="lattice3" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 8]" to="//cml:list[@dictRef='lattice3']" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 9]" to="//cml:list[@dictRef='lattice3']" />        <transform process="copy" xpath="./cml:scalar[@dictRef='x:lattice' and position() = 3]" to="//cml:list[@dictRef='lattice3']" />        <transform process="createArray" xpath="." from="./cml:list[@dictRef='lattice1']/cml:scalar" dataType="xsd:double" dictRef="cc:lattice" />        <transform process="createArray" xpath="." from="./cml:list[@dictRef='lattice2']/cml:scalar" dataType="xsd:double" dictRef="cc:lattice" />        <transform process="createArray" xpath="." from="./cml:list[@dictRef='lattice3']/cml:scalar" dataType="xsd:double" dictRef="cc:lattice" />        <transform process="pullup" xpath=".//cml:array" />        <transform process="delete" xpath=".//cml:scalar" />        <transform process="delete" xpath=".//cml:list" />
                </template>
            </templateList>    <transform process="delete" xpath="/cml:module/cml:module/cml:module[@cmlx:templateRef='molecule']/preceding-sibling::cml:module[@cmlx:templateRef='solvent']" />    <transform process="delete" xpath="/cml:module/cml:module/cml:module[@cmlx:templateRef='molecule']/following-sibling::cml:module[@cmlx:templateRef='solvent']" />    <transform process="setValue" xpath="/cml:module/cml:module/cml:module[@cmlx:templateRef='solvent']//cml:scalar[@dictRef='gm:atomName' and (text() = 'HW1' or text() = 'HW2')]" value="H" />    <transform process="setValue" xpath="/cml:module/cml:module/cml:module[@cmlx:templateRef='solvent']//cml:scalar[@dictRef='gm:atomName' and text() = 'OW']" value="O" />    <transform process="addChild" xpath="/cml:module/cml:module/cml:module/cml:list[@cmlx:templateRef='atoms']/cml:list" elementName="cml:scalar" dictRef="cc:elementType" />    <transform process="addAttribute" xpath="//cml:scalar[@dictRef='cc:elementType']" name="dataType" value="xsd:string" />    <transform process="setValue" xpath="//cml:scalar[@dictRef='cc:elementType']" value="$string(replace(preceding-sibling::cml:scalar[@dictRef='gm:atomName'], '[0-9]',''))" />    <transform process="setValue" xpath="//cml:scalar[@dictRef='cc:elementType']" value="$string(concat(upper-case(substring(./text(), 1, 1)), lower-case(substring(./text(), 2))))" />    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:x3']" args="operator=multiply operand=10" />    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:y3']" args="operator=multiply operand=10" />    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:z3']" args="operator=multiply operand=10" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:x3']" value="$number(round-half-to-even(./text(), 2))" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:y3']" value="$number(round-half-to-even(./text(), 2))" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:z3']" value="$number(round-half-to-even(./text(), 2))" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='cc:serial']" dataType="xsd:integer" dictRef="cc:serial" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='cc:elementType']" dataType="xsd:string" dictRef="cc:elementType" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='cc:x3']" dataType="xsd:double" dictRef="cc:x3" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='cc:y3']" dataType="xsd:double" dictRef="cc:y3" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='cc:z3']" dataType="xsd:double" dictRef="cc:z3" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='gm:residueNumber']" dataType="xsd:integer" dictRef="gm:residueNumber" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='gm:residueName']" dataType="xsd:integer" dictRef="gm:residueName" />    <transform process="createArray" xpath="." from="//cml:scalar[@dictRef='gm:atomName']" dataType="xsd:string" dictRef="gm:atomName" />    <transform process="pullup" xpath="//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:array" />    <transform process="delete" xpath="//cml:list[count(*)=0]" />    <transform process="addChild" xpath="." elementName="cml:list" dictRef="cc:properties" />    <transform process="move" xpath="//cml:array[@dictRef='gm:residueNumber']" to="//cml:list[@dictRef='cc:properties']" />    <transform process="move" xpath="//cml:array[@dictRef='gm:residueName']" to="//cml:list[@dictRef='cc:properties']" />    <transform process="move" xpath="//cml:array[@dictRef='gm:atomName']" to="//cml:list[@dictRef='cc:properties']" />    <transform process="pullup" xpath="//cml:list[@dictRef='cc:properties']" repeat="2" />
        </template>
    </templateList>
<transform process="createMolecule" xpath="//cml:module[@cmlx:templateRef='solvent']/cml:list[@cmlx:templateRef='atoms']/cml:array" from="." id="solvent" connect="no" />
<transform process="createMolecule" xpath="//cml:module[@cmlx:templateRef='molecule']/cml:list[@cmlx:templateRef='atoms']/cml:array" from="." id="molecule" connect="no" />
<transform process="createCrystal" xpath="//cml:molecule[@id='solvent']/cml:atomArray" lattice=".//cml:module[@cmlx:templateRef='lattice']" id="coordinates" connect="no" />
<transform process="createCrystal" xpath="//cml:molecule[@id='molecule']/cml:atomArray" lattice=".//cml:module[@cmlx:templateRef='lattice']" id="coordinates" connect="no" />
<transform process="delete" xpath="//cml:module[@cmlx:templateRef='solvent']/preceding::cml:list[@dictRef='cc:properties']" />
<transform process="delete" xpath="//cml:scalar[@dictRef='cc:serial']" />
<transform process="delete" xpath="//cml:scalar[@dictRef='cc:atomicNumber']" />
<transform process="addChild" xpath="//cml:molecule" elementName="cml:propertyList" />
<transform process="move" xpath="//cml:list[@dictRef='cc:properties']/cml:array" to="//cml:molecule/cml:propertyList" />
<transform process="createWrapperProperty" xpath="//cml:molecule/cml:propertyList/*" />
<transform process="createWrapper" xpath="//cml:molecule/cml:propertyList/cml:module" elementName="cml:property" />
<transform process="move" xpath="//cml:molecule[@id='coordinates']" to="/cml:module" />
<transform process="delete" xpath="//cml:module" />
<transform process="delete" xpath="//cml:list" />
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Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	environment

	initialization

	geometry

	calculation

	finalization
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GronOR cml



	id

	environment



	xml:base

	environment.xml







Input



GronOR: Non-Orthogonal Configuration Interaction

Version 21.00 under active development

T. P. Straatsma                                 C. de Graaf                     R. Broer
                                                A. Sanchez                      R. K. Kathir

National Center for Computational Sciences      Quantum Chemistry Group         Department of Theoretical Chemistry
Oak Ridge National Laboratory                   University Rovira i Virgili     University of Groningen
Oak Ridge, Tennessee, USA                       Tarragona, Spain                Groningen, the Netherlands

Based on GNOME written by R. Broer-Braam, J. Th. van Montfort, and B. Vunderink

Please cite the following reference when publishing results obtained using GronOR:

T. P. Straatsma, R. Broer, S. Faraji,R. W. A. Havenith, L. E. Aguilar Suarez, R. K. Kathir, M. Wibowo, and C.de Graaf
"GronOR: Massively parallel and GPU-accelerated non-orthogonal configuration interaction for large molecular systems"
Journal of Chemical Physics, 152 (2020), https://doi.org/10.1063/1.5141358



User                                                      CPU count                                       24

Host                        maginet206                    Number of nodes                                  1
Date                        21/04/28                      Number of resource sets                          7
Time                        16:03:34                      Number of resource sets per node                 7
                                                          Number of GPUs per resource set                  2
                                                          Number of MPI ranks                              7
                                                          Number of MPI ranks per node                     7
                                                          Number of MPI ranks per resource set             1
                                                          Number of rank assignment cycles                 1
                                                          Number of OPENMP threads                         0
                                                          Available memory on device                      13.468 GB
                                                          Total memory on device                          15.752 GB

Command argument            /home/qq/coen/gronor/build/bin/gronor
Current working directory   /scratch/242470.1.mag20.q






Output text



<comment class="example.output" id="environment">
        <module dictRef="cc:environment" id="environment">
            <parameterList>
                <parameter dictRef="cc:program">
                    <scalar dataType="xsd:string">GronOR</scalar>
                </parameter>
                <parameter dictRef="cc:programVersion">
                    <scalar dataType="xsd:string">21.00</scalar>
                </parameter>
                <parameter dictRef="cc:programSubversion">
                    <scalar dataType="xsd:string">under active development</scalar>
                </parameter>
                <parameter dictRef="cc:executable">
                    <scalar dataType="xsd:string">/home/qq/coen/gronor/build/bin/gronor</scalar>
                </parameter>
                <parameter dictRef="cc:hostName">
                    <scalar dataType="xsd:string">maginet206</scalar>
                </parameter>
                <parameter dictRef="cc:numProc">
                    <scalar dataType="xsd:integer">24</scalar>
                </parameter>
                <parameter dictRef="gr:numProcGPU">
                    <scalar dataType="xsd:integer">2</scalar>
                </parameter>
                <parameter dictRef="gr:numRanks">
                    <scalar dataType="xsd:integer">1</scalar>
                </parameter>
                <parameter dictRef="gr:numAccRanks">
                    <scalar dataType="xsd:integer">6</scalar>
                </parameter>
                <parameter dictRef="gr:taskSize">
                    <scalar dataType="xsd:integer">20</scalar>
                </parameter>
                <parameter dictRef="cc:runDate">
                    <scalar dataType="xsd:string">21/04/28  16:03:34</scalar>
                </parameter>
            </parameterList>
        </module>
    </comment>
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initialization


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GronOR cml



	id

	initialization



	xml:base

	initialization.xml







Input



 OpenMolcas header from Seward (integral module)
 (No title provided by user)
...

 Integral file title:   Integrals in Common molecular orbital basis with tau_MO = 0.100E-04
                        from openMolcas to GronOr by rdtraint
...

 Spin multiplicity (2S+1)                       3






Output text



<comment class="example.output" id="initialization">
        <module dictRef="cc:initialization" id="jobInitialization">
            <parameterList>
                <parameter dictRef="gr:vectorTitle">
                    <array dataType="xsd:string" delimiter="|" size="2">(No title provided by user)|Integrals generated by Gateway/Seward, Wed Apr 28 15:27:59 2021</array>
                </parameter>
                <parameter dictRef="gr:integralTitle">
                    <array dataType="xsd:string" delimiter="|" size="2">Integrals in Common molecular orbital basis with tau_MO = 0.100E-04|from openMolcas to GronOr by rdtraint</array>
                </parameter>
                <parameter dictRef="cc:charge">
                    <scalar dataType="xsd:double" units="nonsi:elementary_charge">0.0000</scalar>
                </parameter>
                <parameter dictRef="cc:spinMultiplicity">
                    <scalar dataType="xsd:integer">2</scalar>
                </parameter>
            </parameterList>
        </module>
    </comment>
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geometry


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GronOR cml



	id

	geometry



	xml:base

	geometry.xml







Input



OpenMolcas header from Seward (integral module)
(No title provided by user)
Integrals generated by Gateway/Seward, Wed Apr 28 15:27:59 2021

     Atom          x             y             z          Znuc     s  p  d  f  g  h  i

  1  C1        1.31805374   -4.61433703    0.00000000     6.00     5  4  2  1  0  0  0
  2  C2       -1.31805374   -4.61433703    0.00000000     6.00     5  4  2  1  0  0  0
  3  C3        1.34559649   -0.33656778    0.00000000     6.00     5  4  2  1  0  0  0
  4  C4       -1.34559649   -0.33656778    0.00000000     6.00     5  4  2  1  0  0  0
  5  N1        2.68867587   -2.46206748    0.00000000     7.00     5  4  2  1  0  0  0
  6  N2       -2.68867587   -2.46206748    0.00000000     7.00     5  4  2  1  0  0  0
  7  N3        0.00000000    4.41598571    0.00000000     7.00     5  4  2  1  0  0  0
  8  H1        2.38164640   -6.38284667    0.00000000     1.00     3  2  1  0  0  0  0
  9  H2       -2.38164640   -6.38284667    0.00000000     1.00     3  2  1  0  0  0  0
 10  S1        2.64782377    2.70477067    0.00000000    16.00     6  5  2  1  0  0  0
 11  S2       -2.64782377    2.70477067    0.00000000    16.00     6  5  2  1  0  0  0
 12  C5        6.98723211   -4.61433703    5.66917837     6.00     5  4  2  1  0  0  0
 13  C6        4.35112464   -4.61433703    5.66917837     6.00     5  4  2  1  0  0  0
 14  C7        7.01477487   -0.33656778    5.66917837     6.00     5  4  2  1  0  0  0
 15  C8        4.32358188   -0.33656778    5.66917837     6.00     5  4  2  1  0  0  0
 16  N4        8.35785425   -2.46206748    5.66917837     7.00     5  4  2  1  0  0  0
 17  N5        2.98050250   -2.46206748    5.66917837     7.00     5  4  2  1  0  0  0
 18  N6        5.66917837    4.41598571    5.66917837     7.00     5  4  2  1  0  0  0
 19  H3        8.05082478   -6.38284667    5.66917837     1.00     3  2  1  0  0  0  0
 20  H4        3.28753197   -6.38284667    5.66917837     1.00     3  2  1  0  0  0  0
 21  S3        8.31700215    2.70477067    5.66917837    16.00     6  5  2  1  0  0  0
 22  S4        3.02135460    2.70477067    5.66917837    16.00     6  5  2  1  0  0  0






Output text



<comment class="example.output" id="geometry">
      <molecule id="molgeom">
          <atomArray>
              <atom id="C1" elementType="C" x3="0.69748405" y3="-2.44180218" z3="0.00000000" />
              <atom id="C2" elementType="C" x3="-0.69748405" y3="-2.44180218" z3="0.00000000" />
              <atom id="C3" elementType="C" x3="0.71205905" y3="-0.17810401" z3="0.00000000" />
              <atom id="C4" elementType="C" x3="-0.71205905" y3="-0.17810401" z3="0.00000000" />
              <atom id="N1" elementType="N" x3="1.42278610" y3="-1.30287010" z3="0.00000000" />
              <atom id="N2" elementType="N" x3="-1.42278610" y3="-1.30287010" z3="0.00000000" />
              <atom id="N3" elementType="N" x3="0.00000000" y3="2.33683917" z3="0.00000000" />
              <atom id="H1" elementType="H" x3="1.26031309" y3="-3.37765724" z3="0.00000000" />
              <atom id="H2" elementType="H" x3="-1.26031309" y3="-3.37765724" z3="0.00000000" />
              <atom id="S1" elementType="S" x3="1.40116810" y3="1.43130310" z3="0.00000000" />
              <atom id="S2" elementType="S" x3="-1.40116810" y3="1.43130310" z3="0.00000000" />
              <atom id="C5" elementType="C" x3="3.69748427" y3="-2.44180218" z3="3.00000021" />
              <atom id="C6" elementType="C" x3="2.30251617" y3="-2.44180218" z3="3.00000021" />
              <atom id="C7" elementType="C" x3="3.71205927" y3="-0.17810401" z3="3.00000021" />
              <atom id="C8" elementType="C" x3="2.28794117" y3="-0.17810401" z3="3.00000021" />
              <atom id="N4" elementType="N" x3="4.42278632" y3="-1.30287010" z3="3.00000021" />
              <atom id="N5" elementType="N" x3="1.57721411" y3="-1.30287010" z3="3.00000021" />
              <atom id="N6" elementType="N" x3="3.00000021" y3="2.33683917" z3="3.00000021" />
              <atom id="H3" elementType="H" x3="4.26031331" y3="-3.37765724" z3="3.00000021" />
              <atom id="H4" elementType="H" x3="1.73968712" y3="-3.37765724" z3="3.00000021" />
              <atom id="S3" elementType="S" x3="4.40116832" y3="1.43130310" z3="3.00000021" />
              <atom id="S4" elementType="S" x3="1.59883212" y3="1.43130310" z3="3.00000021" />
          </atomArray>
          <formula concise=" C  8 N  6 H  4 S  4">
              <atomArray elementType=" C  N  H  S " count="  8.0  6.0  4.0  4.0" />
          </formula>
          <bondArray>
              <bond atomRefs2="C1 C2" order="S" />
              <bond atomRefs2="C1 N1" order="S" />
              <bond atomRefs2="C1 H1" order="S" />
              <bond atomRefs2="C2 N2" order="S" />
              <bond atomRefs2="C2 H2" order="S" />
              <bond atomRefs2="C3 C4" order="S" />
              <bond atomRefs2="C3 N1" order="S" />
              <bond atomRefs2="C3 S1" order="S" />
              <bond atomRefs2="C4 N2" order="S" />
              <bond atomRefs2="C4 S2" order="S" />
              <bond atomRefs2="N3 S1" order="S" />
              <bond atomRefs2="N3 S2" order="S" />
              <bond atomRefs2="C5 C6" order="S" />
              <bond atomRefs2="C5 N4" order="S" />
              <bond atomRefs2="C5 H3" order="S" />
              <bond atomRefs2="C6 N5" order="S" />
              <bond atomRefs2="C6 H4" order="S" />
              <bond atomRefs2="C7 C8" order="S" />
              <bond atomRefs2="C7 N4" order="S" />
              <bond atomRefs2="C7 S3" order="S" />
              <bond atomRefs2="C8 N5" order="S" />
              <bond atomRefs2="C8 S4" order="S" />
              <bond atomRefs2="N6 S3" order="S" />
              <bond atomRefs2="N6 S4" order="S" />
          </bondArray>
      </molecule>
      <module dictRef="gr:atomicBasisSet">
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C1</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C2</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C3</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C4</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">N1</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">N2</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">N3</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">H1</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="3">s|p|d</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="3">3 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">H2</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="3">s|p|d</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="3">3 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">S1</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">6 5 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">S2</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">6 5 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C5</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C6</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C7</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">C8</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">N4</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">N5</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">N6</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">5 4 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">H3</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="3">s|p|d</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="3">3 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">H4</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="3">s|p|d</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="3">3 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">S3</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">6 5 2 1</array>
        </list>
        <list dictRef="gr:contracted">
            <scalar dataType="xsd:string" dictRef="gr:atomLabel">S4</scalar>
            <array dataType="xsd:string" dictRef="gr:shells" delimiter="|" size="4">s|p|d|f</array>
            <array dataType="xsd:integer" dictRef="gr:contractedFunctions" size="4">6 5 2 1</array>
        </list>
      </module>
  </comment>
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calculation


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	GronOR cml



	id

	calculation



	xml:base

	calculation.xml







Input



 Hamiltonian Matrix

       |           D0D0                D0D1                D1D0                D1D1                S+T-                T-S+
-------|------------------------------------------------------------------------------------------------------------------------
  D0D0 |    -2226.8707457990      211.0489728688      211.0489726228      -19.9629863553       -4.9871257809        4.9871257683
  D0D1 |      211.0489728688    -2226.7721867933      -20.0448405818      211.1018460174       40.0814367639       -6.4084081854
  D1D0 |      211.0489726228      -20.0448405818    -2226.7721872776      211.1018463086        6.4084081738      -40.0814367779
  D1D1 |      -19.9629863553      211.1018460174      211.1018463086    -2226.6715030441        2.0587190645       -2.0587190795
  S+T- |       -4.9871257809       40.0814367639        6.4084081738        2.0587190645    -2226.7015912963        0.2325834201
  T-S+ |        4.9871257683       -6.4084081854      -40.0814367779       -2.0587190795        0.2325834201    -2226.7015926766



 Overlap Matrix

       |           D0D0                D0D1                D1D0                D1D1                S+T-                T-S+
-------|------------------------------------------------------------------------------------------------------------------------
  D0D0 |        1.0000000000       -0.0947756689       -0.0947756689        0.0089651567        0.0022392025       -0.0022392025
  D0D1 |       -0.0947756689        1.0000000000        0.0090019108       -0.0948032309       -0.0179976344        0.0028778301
  D1D0 |       -0.0947756689        0.0090019108        1.0000000000       -0.0948032309       -0.0028778301        0.0179976344
  D1D1 |        0.0089651567       -0.0948032309       -0.0948032309        1.0000000000       -0.0009243991        0.0009243991
  S+T- |        0.0022392025       -0.0179976344       -0.0028778301       -0.0009243991        1.0000000000       -0.0001044320
  T-S+ |       -0.0022392025        0.0028778301        0.0179976344        0.0009243991       -0.0001044320        1.0000000000



 Electronic Couplings (meV)

       |           D0D0                D0D1                D1D0                D1D1                S+T-                T-S+
-------|------------------------------------------------------------------------------------------------------------------------
  D0D0 |
  D0D1 |       13.1473567327
  D1D0 |       13.1399717369        9.9090449490
  D1D1 |        9.9522490104       39.0116461388       39.0190115508
  S+T- |      -24.5083990510      148.0854100176        6.4686515963       10.1262509640
  T-S+ |       24.5080124776       -6.4689331970     -148.0853331109      -10.1266443217        1.2099100323



 NOCI energies and wave functions

          State:               1                   2                   3                   4                   5                   6
    Energy (Eh):     -2226.8711066453    -2226.7728615919    -2226.7718376522    -2226.7010876001    -2226.7010815801    -2226.6706797744
  Relative (eV):         0.0000000000        2.6733854459        2.7012482789        4.6264562467        4.6266200591        5.4538957532

    MEBF: D0D0          -1.0062136649        0.0000165534        0.0755053546        0.0003401631       -0.0000393956       -0.0065507246
          D0D1          -0.0422217428       -0.7079101215        0.7101668274       -0.0549249107        0.0639748192       -0.0647338595
          D1D0          -0.0422244929        0.7082578900        0.7098194968       -0.0680962015       -0.0497249593       -0.0647364306
          D1D1           0.0009837177        0.0000097006        0.0469737914        0.0310762314       -0.0035998672       -1.0074977322
          S+T-          -0.0035025739        0.0462487756       -0.0492457436       -0.6190941709        0.7821453429       -0.0271046110
          T-S+           0.0035024695        0.0462733969        0.0492238937        0.7815064035        0.6199004383        0.0271044646






Output text



<comment class="example.output" id="noci">
        <module dictRef="cc:calculation" id="NOCI">
            <module dictRef="gr:matrices" id="normalized">
                <propertyList>
                    <property dictRef="gr:hamiltonian" id="standard">
                          <matrix dataType="xsd:double" units="nonsi:hartree" delimiter="|" columns="6" rows="6">-2226.8707457990|211.0489728688|211.0489726228|-19.9629863553|-4.9871257809|4.9871257683|211.0489728688|-2226.7721867933|-20.0448405818|211.1018460174|40.0814367639|-6.4084081854|211.0489726228|-20.0448405818|-2226.7721872776|211.1018463086|6.4084081738|-40.0814367779|-19.9629863553|211.1018460174|211.1018463086|-2226.6715030441|2.0587190645|-2.0587190795|-4.9871257809|40.0814367639|6.4084081738|2.0587190645|-2226.7015912963|0.2325834201|4.9871257683|-6.4084081854|-40.0814367779|-2.0587190795|0.2325834201|-2226.7015926766</matrix>
                    </property>
                    <property dictRef="gr:overlap">
                          <matrix dataType="xsd:double" dictRef="gr:overlap" delimiter="|" columns="6" rows="6">1.0000000000|-0.0947756689|-0.0947756689|0.0089651567|0.0022392025|-0.0022392025|-0.0947756689|1.0000000000|0.0090019108|-0.0948032309|-0.0179976344|0.0028778301|-0.0947756689|0.0090019108|1.0000000000|-0.0948032309|-0.0028778301|0.0179976344|0.0089651567|-0.0948032309|-0.0948032309|1.0000000000|-0.0009243991|0.0009243991|0.0022392025|-0.0179976344|-0.0028778301|-0.0009243991|1.0000000000|-0.0001044320|-0.0022392025|0.0028778301|0.0179976344|0.0009243991|-0.0001044320|1.0000000000</matrix>
                    </property>
                </propertyList>
            </module>
            <module dictRef="gr:nociStates">
                <module dictRef="gr:nociroot">
                    <propertyList>
                        <property dictRef="gr:rootNumber">
                            <scalar dataType="xsd:integer">1</scalar>
                        </property>
                        <property dictRef="gr:nociEnergy" id="standard">
                            <scalar dataType="xsd:double" units="nonsi:hartree">-2226.87110665</scalar>
                        </property>
                        <property dictRef="gr:nociRelEnergy" id="standard">
                            <scalar dataType="xsd:double" dictRef="gr:nociRelEnergy" id="standard" units="nonsi:eV">0.0000</scalar>
                        </property>
                        <property dictRef="gr:mebfCoeff" id="standard">
                            <array dataType="xsd:double" dictRef="gr:mebfCoeff" id="standard" delimiter="|" size="6">-1.0062136649|0.0000165534|0.0755053546|0.0003401631|-0.0000393956|-0.0065507246</array>
                        </property>
                    </propertyList>
                </module>
                <module dictRef="gr:nociroot">
                    <propertyList>
                        <property dictRef="gr:rootNumber">
                            <scalar dataType="xsd:integer">2</scalar>
                        </property>
                        <property dictRef="gr:nociEnergy" id="standard">
                            <scalar dataType="xsd:double" units="nonsi:hartree">-2226.77286159</scalar>
                        </property>
                        <property dictRef="gr:nociRelEnergy" id="standard">
                            <scalar dataType="xsd:double" dictRef="gr:nociRelEnergy" id="standard" units="nonsi:eV">2.6734</scalar>
                        </property>
                        <property dictRef="gr:mebfCoeff" id="standard">
                            <array dataType="xsd:double" dictRef="gr:mebfCoeff" id="standard" delimiter="|" size="6">-0.0422217428|-0.7079101215|0.7101668274|-0.0549249107|0.0639748192|-0.0647338595</array>
                        </property>
                    </propertyList>
                </module>
                <module dictRef="gr:nociroot">
                    <propertyList>
                        <property dictRef="gr:rootNumber">
                            <scalar dataType="xsd:integer">3</scalar>
                        </property>
                        <property dictRef="gr:nociEnergy" id="standard">
                            <scalar dataType="xsd:double" units="nonsi:hartree">-2226.77183765</scalar>
                        </property>
                        <property dictRef="gr:nociRelEnergy" id="standard">
                            <scalar dataType="xsd:double" dictRef="gr:nociRelEnergy" id="standard" units="nonsi:eV">2.7012</scalar>
                        </property>
                        <property dictRef="gr:mebfCoeff" id="standard">
                            <array dataType="xsd:double" dictRef="gr:mebfCoeff" id="standard" delimiter="|" size="6">-0.0422244929|0.7082578900|0.7098194968|-0.0680962015|-0.0497249593|-0.0647364306</array>
                        </property>
                    </propertyList>
                </module>
                <module dictRef="gr:nociroot">
                    <propertyList>
                        <property dictRef="gr:rootNumber">
                            <scalar dataType="xsd:integer">4</scalar>
                        </property>
                        <property dictRef="gr:nociEnergy" id="standard">
                            <scalar dataType="xsd:double" units="nonsi:hartree">-2226.70108760</scalar>
                        </property>
                        <property dictRef="gr:nociRelEnergy" id="standard">
                            <scalar dataType="xsd:double" dictRef="gr:nociRelEnergy" id="standard" units="nonsi:eV">4.6265</scalar>
                        </property>
                        <property dictRef="gr:mebfCoeff" id="standard">
                            <array dataType="xsd:double" dictRef="gr:mebfCoeff" id="standard" delimiter="|" size="6">0.0009837177|0.0000097006|0.0469737914|0.0310762314|-0.0035998672|-1.0074977322</array>
                        </property>
                    </propertyList>
                </module>
                <module dictRef="gr:nociroot">
                    <propertyList>
                        <property dictRef="gr:rootNumber">
                            <scalar dataType="xsd:integer">5</scalar>
                        </property>
                        <property dictRef="gr:nociEnergy" id="standard">
                            <scalar dataType="xsd:double" units="nonsi:hartree">-2226.70108158</scalar>
                        </property>
                        <property dictRef="gr:nociRelEnergy" id="standard">
                            <scalar dataType="xsd:double" dictRef="gr:nociRelEnergy" id="standard" units="nonsi:eV">4.6266</scalar>
                        </property>
                        <property dictRef="gr:mebfCoeff" id="standard">
                            <array dataType="xsd:double" dictRef="gr:mebfCoeff" id="standard" delimiter="|" size="6">-0.0035025739|0.0462487756|-0.0492457436|-0.6190941709|0.7821453429|-0.0271046110</array>
                        </property>
                    </propertyList>
                </module>
                <module dictRef="gr:nociroot">
                    <propertyList>
                        <property dictRef="gr:rootNumber">
                            <scalar dataType="xsd:integer">6</scalar>
                        </property>
                        <property dictRef="gr:nociEnergy" id="standard">
                            <scalar dataType="xsd:double" units="nonsi:hartree">-2226.67067977</scalar>
                        </property>
                        <property dictRef="gr:nociRelEnergy" id="standard">
                            <scalar dataType="xsd:double" dictRef="gr:nociRelEnergy" id="standard" units="nonsi:eV">5.4539</scalar>
                        </property>
                        <property dictRef="gr:mebfCoeff" id="standard">
                            <array dataType="xsd:double" dictRef="gr:mebfCoeff" id="standard" delimiter="|" size="6">0.0035024695|0.0462733969|0.0492238937|0.7815064035|0.6199004383|0.0271044646</array>
                        </property>
                    </propertyList>
                </module>
            </module>
            <module dictRef="gr:elCoupling">
                <propertyList>
                    <property dictRef="gr:mebfCoupling" id="standard">
                          <matrix dataType="xsd:double" units="nonsi:meV" delimiter="|" columns="6" rows="6">0.0000|0.0000|0.0000|0.0000|0.0000|0.0000|13.1474|0.0000|0.0000|0.0000|0.0000|0.0000|13.1400|9.9090|0.0000|0.0000|0.0000|0.0000|9.9522|39.0116|39.0190|0.0000|0.0000|0.0000|-24.5084|148.0854|6.4687|10.1263|0.0000|0.0000|24.5080|-6.4689|-148.0853|-10.1266|1.2099|0.0000</matrix>
                    </property>
                </propertyList>
            </module>
        </module>
    </comment>
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finalization


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	GronOR cml



	id

	finalization



	xml:base

	finalization.xml







Input



Total execution wall clock time on master                 237.217

Completion of run   21/04/28  16:07:31






Output text



<comment class="example.output" id="finalization">
        <module dictRef="cc:finalization">
            <propertyList>
                <property dictRef="cc:jobdatetime.end">
                    <scalar dataType="xsd:string">21/04/28  16:07:31</scalar>
                </property>
                <property dictRef="cc:wallTime">
                    <scalar dataType="xsd:double" units="si:s">237.217</scalar>
                </property>
            </propertyList>
        </module>
    </comment>
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Important

Reaction path searches are not yet supported (AFIR, etc).




Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	header

	irc

	opt

	final-geometry

	frequencies

	structure

	grrm.input
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header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	GRRM log



	id

	header



	pattern

	\s*Global Reaction Route Mapping.*



	endPattern

	\*\*\*\*.*



	endOffset

	4



	xml:base

	header.xml







Input



 Global Reaction Route Mapping (GRRM) Program,
     Produced by Satoshi Maeda, Yu Harabuchi, Yosuke Sumiya,
                 Makito Takagi, Kimichi Suzuki, Kanami Sugiyama,
                 Yuriko Ono, Miho Hatanaka, Yuto Osada,
                 Tetsuya Taketsugu, Keiji Morokuma, Koichi Ohno,
                                  (Version 23, Release: January 23, 2023)
*************************************************************************
 SADDLE: Saddle-point optimization                                (by SM)
      using the interface with the GAUSSIAN program               (by SM)
*************************************************************************






Output text



<comment class="example.output" id="header">
    <module cmlx:templateRef="header">
       <scalar cmlx:templateRef="program.name" dataType="xsd:string" dictRef="cc:program">GRRM</scalar>
       <module cmlx:templateRef="authors">
          <scalar dataType="xsd:string" dictRef="g:unparsed">Satoshi Maeda, Yu Harabuchi, Yosuke Sumiya,</scalar>
          <scalar dataType="xsd:string" dictRef="g:unparsed">Makito Takagi, Kimichi Suzuki, Kanami Sugiyama,</scalar>
          <scalar dataType="xsd:string" dictRef="g:unparsed">Yuriko Ono, Miho Hatanaka, Yuto Osada,</scalar>
          <scalar dataType="xsd:string" dictRef="g:unparsed">Tetsuya Taketsugu, Keiji Morokuma, Koichi Ohno,</scalar>
       </module>
       <list cmlx:templateRef="program.version">
          <scalar dataType="xsd:integer" dictRef="cc:programVersion">23</scalar>
          <scalar dataType="xsd:string" dictRef="cc:programDate">January 23, 2023</scalar>
       </list>
       <module cmlx:templateRef="run.details">
          <scalar dataType="xsd:string" dictRef="cc:runtype">SADDLE</scalar>
          <scalar dataType="xsd:string" dictRef="g:run.specification">Saddle-point optimization</scalar>
          <list cmlx:templateRef="run.type" />
          <scalar dataType="xsd:string" dictRef="g:programDriver">GAUSSIAN</scalar>
       </module>
    </module>
</comment>






Template definition



<record id="program.name">\s*Global Reaction Route Mapping \({X,cc:program}\).*</record>
<transform process="pullupSingleton" xpath="./cml:list" />
<template id="authors" pattern="\s*Produced by.*" endPattern="\s*\(Version.*">  <record id="program.authors" delimiter=",">\s*Produced by {X,g:unparsed}</record>  <record id="program.authors" repeat="*">\s*{X,g:unparsed}</record>  <transform process="pullup" xpath=".//cml:scalar" />
    </template>
<record id="program.version">\s*\(Version\s*{I,cc:programVersion},\s*Release:\s*{X,cc:programDate}\)</record>
<transform process="pullup" xpath="./cml:list/cml:list/cml:scalar" />
<template id="run.details" pattern="\*\*\*\*.*" endPattern="\*\*\*\*.*">  <record id="null" />  <record id="run.type">\s*{X,cc:runtype}:\s*{X,g:run.specification}\s*\(.*</record>  <record id="driver.type">\s*using the interface with the {X,g:programDriver} program.*</record>  <transform process="pullup" xpath="./cml:list/cml:list/cml:scalar" />  <transform process="pullup" xpath="./cml:list/cml:scalar" />
    </template>
<transform process="pullupSingleton" xpath="./cml:module" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	GRRM log



	id

	irc



	pattern

	IRCIRCIRCIRC.*



	endPattern

	IRCIRCIRCIRC.*



	endOffset

	1



	xml:base

	irc.xml







Input



IRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCI
INITIAL STRUCTURE
C     -0.064198235583     -0.007930187832     -0.000000000000
O      1.233143761809      0.016481892179      0.000000000000
H      0.644724226899      1.031280651044      0.000000000000
H     -0.513669753124     -1.039832355389      0.000000000000
ENERGY    = -114.276451735641
Spin(**2) =    0.000000000000
(...)
FREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQF
Geometry (Origin = Center of Mass, Axes = Principal Axis), SYMMETRY = Cs
C      0.695923922878     -0.078083657444      0.000000000000
O     -0.593539542416      0.066747898232      0.000000000000
H     -0.142357946467     -1.016067523497      0.000000000000
H      1.276014279045      0.886458672976      0.000000000000

0                  1               2
Freq.  :     -2057.48289608    764.48753053   1327.25146103
Red. M :         1.11011042      1.13331104      1.48466979
(...)
FREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQF

IRC FOLLOWING (FORWARD) STARTING FROM FIRST-ORDER SADDLE
=========================================================================

# STEP 1
C     -0.071150053068     -0.011562155761     -0.000000000000
O      1.231437348088      0.020978168998      0.000000000000
H      0.741327492878      1.014741115267      0.000000000000
H     -0.500416895204     -1.051406775680      0.000000000000
ENERGY    = -114.279418458276
Spin(**2) =    0.000000000000

# STEP 2
C     -0.074800472155     -0.013609448325      0.000000000000
O      1.230332553586      0.023373404369     -0.000000000000
H      0.794622143506      1.007287090514      0.000000000000
H     -0.492712740670     -1.057590112617      0.000000000000
ENERGY    = -114.283167686397
Spin(**2) =    0.000000000000
(...)

EQ EXIST WITHIN STEPSIZE, OPTIMIZATION CARRIED OUT

OPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTO

# ITR. 0
C     -0.105850351028     -0.031433719366      0.000000000000
O      1.198842252895      0.043662456033      0.000000000000
H      1.454397774356      0.983359563995      0.000000000000
H     -0.283008859220     -1.143434017688     -0.000000000000
Item                       Value            Threshold
ENERGY          -114.329482198186                             (   0.000000000000 :    0.000000000000)
Spin(**2)          0.000000000000
LAMDA              0.000000036186
TRUST RADII        0.100000000000
STEP RADII         0.000068764539
Maximum  Force             0.000073967330      0.000060000000
RMS      Force             0.000040582806      0.000040000000
Maximum  Displacement      0.000038660074      0.000300000000
RMS      Displacement      0.000019850613      0.000200000000
NORMAL MODE EIGENVALUE : N_MODE = 6
0.094521103   0.107577985   0.165587813   0.593325375   0.875514194
1.134713490
(...)
=========================================================================
Optimized structure, SYMMETRY = Cs
C     -0.105863255395     -0.031402444471      0.000001934131
O      1.198838617361      0.043660566367      0.000002749597
H      1.454375505562      0.983319983770     -0.000002542309
H     -0.282970050525     -1.143423822692     -0.000002141419
ENERGY    = -114.329482200635
Spin(**2) =    0.000000000000
(...)
Minimum point was found
OPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTO

FREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQF
Geometry (Origin = Center of Mass, Axes = Principal Axis), SYMMETRY = Cs
C      0.732099863660      0.125228037218     -0.000000305817
O     -0.557768432533     -0.084822458724     -0.000000327663
H     -1.011259054252      0.776922966538      0.000004806572
H      1.146461185184     -0.921797777996      0.000004034985

0                  1               2
Freq.  :      1104.21793079   1214.80606311   1376.76812203
(...)
FREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQF

IRC FOLLOWING (BACKWARD) STARTING FROM FIRST-ORDER SADDLE
=========================================================================

# STEP 1
C     -0.057246418098     -0.004298219903      0.000000000000
O      1.234850175530      0.011985615360      0.000000000000
H      0.548120960920      1.047820186821      0.000000000000
H     -0.526922611044     -1.028257935098      0.000000000000
ENERGY    = -114.279689146250
Spin(**2) =    0.000000000000

# STEP 2
C     -0.049927090418     -0.000749373503      0.000000000000
O      1.236267436601      0.007489612335     -0.000000000000
H      0.451627531415      1.064724546798      0.000000000000
H     -0.540072123984     -1.016062970509      0.000000000000
ENERGY    = -114.289141566899
Spin(**2) =    0.000000000000
(...)
IRC following along both forward and backward directions were finished
IRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCIRCI






Output text



<comment class="example.output" id="irc">
        <module cmlx:templateRef="irc">
            <module cmlx:templateRef="irc-path">
                <scalar cmlx:templateRef="direction" dataType="xsd:string" dictRef="g:ircDirection">FORWARD</scalar>
                <module cmlx:templateRef="irc-iteration">
                    <module cmlx:templateRef="irc-step">
                        <scalar cmlx:templateRef="step" dataType="xsd:integer" dictRef="g:ircStep">1</scalar>
                        <module cmlx:templateRef="molecule">
                            <molecule cmlx:templateRef="atom" id="molecule">
                                <atomArray>
                                    <atom elementType="C" id="a1" x3="-0.07115005" y3="-0.01156216" z3="-0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                                    </atom>
                                    <atom elementType="O" id="a2" x3="1.23143735" y3="0.02097817" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                                    </atom>
                                    <atom elementType="H" id="a3" x3="0.74132749" y3="1.01474112" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                    <atom elementType="H" id="a4" x3="-0.5004169" y3="-1.05140678" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                </atomArray>
                                <bondArray>
                                    <bond atomRefs2="a1 a3" order="S" />
                                    <bond atomRefs2="a1 a2" order="S" />
                                    <bond atomRefs2="a1 a4" order="S" />
                                    <bond atomRefs2="a2 a3" order="S" />
                                </bondArray>
                                <formula concise="CH2O">
                                    <atomArray count="1 2 1" elementType="C H O" />
                                </formula>
                                <property dictRef="cml:molmass">
                                    <scalar units="unit:dalton">28.0101</scalar>
                                </property>
                            </molecule>
                        </module>
                        <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.279418458276</scalar>
                        <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                    </module>
                    <module cmlx:templateRef="irc-step">
                        <scalar cmlx:templateRef="step" dataType="xsd:integer" dictRef="g:ircStep">2</scalar>
                        <module cmlx:templateRef="molecule">
                            <molecule cmlx:templateRef="atom" id="molecule">
                                <atomArray>
                                    <atom elementType="C" id="a1" x3="-0.07480047" y3="-0.01360945" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                                    </atom>
                                    <atom elementType="O" id="a2" x3="1.23033255" y3="0.0233734" z3="-0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                                    </atom>
                                    <atom elementType="H" id="a3" x3="0.79462214" y3="1.00728709" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                    <atom elementType="H" id="a4" x3="-0.49271274" y3="-1.05759011" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                </atomArray>
                                <bondArray>
                                    <bond atomRefs2="a1 a3" order="S" />
                                    <bond atomRefs2="a1 a2" order="S" />
                                    <bond atomRefs2="a1 a4" order="S" />
                                    <bond atomRefs2="a2 a3" order="S" />
                                </bondArray>
                                <formula concise="CH2O">
                                    <atomArray count="1 2 1" elementType="C H O" />
                                </formula>
                                <property dictRef="cml:molmass">
                                    <scalar units="unit:dalton">28.0101</scalar>
                                </property>
                            </molecule>
                        </module>
                        <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.283167686397</scalar>
                        <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                    </module>
                </module>
            </module>
            <module cmlx:templateRef="irc-path">
                <scalar cmlx:templateRef="direction" dataType="xsd:string" dictRef="g:ircDirection">BACKWARD</scalar>
                <module cmlx:templateRef="irc-iteration">
                    <module cmlx:templateRef="irc-step">
                        <scalar cmlx:templateRef="step" dataType="xsd:integer" dictRef="g:ircStep">1</scalar>
                        <module cmlx:templateRef="molecule">
                            <molecule cmlx:templateRef="atom" id="molecule">
                                <atomArray>
                                    <atom elementType="C" id="a1" x3="-0.05724642" y3="-0.00429822" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                                    </atom>
                                    <atom elementType="O" id="a2" x3="1.23485018" y3="0.01198562" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                                    </atom>
                                    <atom elementType="H" id="a3" x3="0.54812096" y3="1.04782019" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                    <atom elementType="H" id="a4" x3="-0.52692261" y3="-1.02825794" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                </atomArray>
                                <bondArray>
                                    <bond atomRefs2="a1 a2" order="S" />
                                    <bond atomRefs2="a1 a3" order="S" />
                                    <bond atomRefs2="a1 a4" order="S" />
                                    <bond atomRefs2="a2 a3" order="S" />
                                </bondArray>
                                <formula concise="CH2O">
                                    <atomArray count="1 2 1" elementType="C H O" />
                                </formula>
                                <property dictRef="cml:molmass">
                                    <scalar units="unit:dalton">28.0101</scalar>
                                </property>
                            </molecule>
                        </module>
                        <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.279689146250</scalar>
                        <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                    </module>
                    <module cmlx:templateRef="irc-step">
                        <scalar cmlx:templateRef="step" dataType="xsd:integer" dictRef="g:ircStep">2</scalar>
                        <module cmlx:templateRef="molecule">
                            <molecule cmlx:templateRef="atom" id="molecule">
                                <atomArray>
                                    <atom elementType="C" id="a1" x3="-0.04992709" y3="-0.00074937" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                                    </atom>
                                    <atom elementType="O" id="a2" x3="1.23626744" y3="0.00748961" z3="-0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                                    </atom>
                                    <atom elementType="H" id="a3" x3="0.45162753" y3="1.06472455" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                    <atom elementType="H" id="a4" x3="-0.54007212" y3="-1.01606297" z3="0.0000">
                                        <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                                    </atom>
                                </atomArray>
                                <bondArray>
                                    <bond atomRefs2="a1 a2" order="S" />
                                    <bond atomRefs2="a1 a3" order="S" />
                                    <bond atomRefs2="a1 a4" order="S" />
                                    <bond atomRefs2="a2 a3" order="S" />
                                </bondArray>
                                <formula concise="CH2O">
                                    <atomArray count="1 2 1" elementType="C H O" />
                                </formula>
                                <property dictRef="cml:molmass">
                                    <scalar units="unit:dalton">28.0101</scalar>
                                </property>
                            </molecule>
                        </module>
                        <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.289141566899</scalar>
                        <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                    </module>
                </module>
            </module>
        </module>
    </comment>






Template definition



<xi:include href="singleStruc.xml" />
<xi:include href="freq.xml" />
<template id="irc-path" pattern="IRC FOLLOWING.*" endPattern="IRC FOLLOWING.*" endPattern2="Energy profile along IRC.*" repeat="2">  <record id="direction">IRC FOLLOWING \({X,g:ircDirection}\).*</record>  <transform process="pullupSingleton" xpath="./cml:list" />  <record id="null" repeat="2" />  <template id="irc-iteration" pattern="# STEP.*" endPattern="EQ EXIST.*" endPattern2="MAXIMUM INTER.*">    <template id="irc-step" pattern="# STEP.*" endPattern="# STEP.*" endPattern2="~" repeat="*">      <record id="step"># STEP\s*{I,g:ircStep}</record>      <template id="molecule" pattern="[A-Za-z]{1,2}\s+.*" endPattern="\s*ENERGY\s*=.*" repeat="*">        <record makeArray="true" repeat="*" id="atom">\s*{A,compchem:elementType}\s*{F,compchem:x3}\s*{F,compchem:y3}\s*{F,compchem:z3}\s*
                    </record>        <transform process="createMolecule" xpath="./cml:list[@cmlx:templateRef='atom']/cml:array" id="molecule" />        <transform process="pullupSingleton" xpath="./cml:list" />
                </template>      <record id="energy">\s*ENERGY\s*=\s*{F,cc:energy}\s*</record>      <record id="spinsqr">\s*Spin\(\*\*2\)\s*=\s*{F,cc:s2}\s*</record>      <record id="null" repeat="1">{X,cc:dummy}</record>      <transform process="pullupSingleton" xpath="./cml:list" />      <transform process="delete" xpath="(//cml:list[@cmlx:templateRef='null'])" />      <transform process="delete" xpath="(//cml:scalar[@cmlx:templateRef='null'])" />      <transform process="delete" xpath=".//cml:module[count(*)=0]" />      <transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:energy']" value="nonsi:hartree" />
            </template>
        </template>  <template id="irc-opt" pattern="EQ EXIST.*" endPattern="~">    <templateList>      <xi:include href="opt.xml" />      <xi:include href="optiStruc.xml" />      <xi:include href="freq.xml" />
            </templateList>
        </template>
    </template>








          

      

      

    

  

  
    

    opt
    

    

   


  

    
      
          
            
  
opt


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	GRRM log



	id

	opt



	pattern

	OPTOPTOPT.*



	endPattern

	=====.*



	xml:base

	opt.xml







Input



OPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTO

# ITR. 0
C      0.000000000000      0.000000000000      0.000000000000
O      1.200000000000      0.000000000000      0.000000000000
H     -0.500000000000      1.000000000000      0.000000000000
H     -0.500000000000     -1.000000000000      0.000000000000
        Item                       Value            Threshold
        ENERGY          -114.411340148425                             (   0.000000000000 :    0.000000000000)
        Spin(**2)          0.000000000000
        LAMDA             -0.044086028537
        TRUST RADII        0.100000000000
        STEP RADII         0.099999772863
Maximum  Force             0.060160801264      0.000060000000
RMS      Force             0.027342505434      0.000040000000
Maximum  Displacement      0.041995124706      0.000300000000
RMS      Displacement      0.028867447891      0.000200000000
NORMAL MODE EIGENVALUE : N_MODE = 6
0.127182496   0.172800300   0.222172473   0.382188000   0.873986295
1.804155953

# ITR. 1
C      0.041995124706     -0.000000000000      0.000000000000
O      1.240611085149     -0.000000000000      0.000000000000
H     -0.541303104928      0.960155233197      0.000000000000
H     -0.541303104928     -0.960155233197      0.000000000000
        Item                       Value            Threshold
        ENERGY          -114.415281650643                             (   0.000000000000 :    0.000000000000)
        Spin(**2)          0.000000000000
        LAMDA             -0.000438194998
        TRUST RADII        0.299999318587
        STEP RADII         0.030670409747
Maximum  Force             0.014223663897      0.000060000000
RMS      Force             0.005975118658      0.000040000000
Maximum  Displacement      0.015360034330      0.000300000000
RMS      Displacement      0.008853784662      0.000200000000
NORMAL MODE EIGENVALUE : N_MODE = 6
0.129460642   0.172928531   0.222530463   0.389774177   0.873454815
1.815713072

# ITR. 2
C      0.052372084277     -0.000000000000     -0.000000000000
O      1.251877081287     -0.000000000000     -0.000000000000
H     -0.552124582782      0.944795198867      0.000000000000
H     -0.552124582782     -0.944795198867     -0.000000000000
        Item                       Value            Threshold
        ENERGY          -114.415497750428                             (   0.000000000000 :    0.000000000000)
        Spin(**2)          0.000000000000
        LAMDA             -0.000000942648
        TRUST RADII        0.092011229241
        STEP RADII         0.000763328126
Maximum  Force             0.001085693332      0.000060000000
RMS      Force             0.000579095912      0.000040000000
Maximum  Displacement      0.000460488138      0.000300000000
RMS      Displacement      0.000220353850      0.000200000000
NORMAL MODE EIGENVALUE : N_MODE = 6
0.131638656   0.172870054   0.222531346   0.396090889   0.872938732
1.819986160

# ITR. 3
C      0.051911596139     -0.000000000000      0.000000000000
O      1.251598064141      0.000000000000     -0.000000000000
H     -0.551754830140      0.944696873126     -0.000000000000
H     -0.551754830140     -0.944696873126     -0.000000000000
        Item                       Value            Threshold
        ENERGY          -114.415498155971                             (   0.000000000000 :    0.000000000000)
        Spin(**2)          0.000000000000
        LAMDA             -0.000000317202
        TRUST RADII        0.010000000000
        STEP RADII         0.000010525342
Maximum  Force             0.000038304881      0.000060000000
RMS      Force             0.000015729923      0.000040000000
Maximum  Displacement      0.000007220466      0.000469913999
RMS      Displacement      0.000003038404      0.000313276000
NORMAL MODE EIGENVALUE : N_MODE = 6
0.132095091   0.172870422   0.222531963   0.394282898   0.872956860
1.851748547

=========================================================================






Output text



<comment class="example.output" id="opt">
        <module cmlx:templateRef="opt">
            <module cmlx:templateRef="geometry.cycle">
                <scalar cmlx:templateRef="iter" dataType="xsd:integer" dictRef="cc:cycleNumber">0</scalar>
                <module cmlx:templateRef="molecule">
                   <molecule cmlx:templateRef="atom" id="molecule">
                      <atomArray>
                         <atom elementType="C" id="a1" x3="0.0000" y3="0.0000" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                         </atom>
                         <atom elementType="O" id="a2" x3="1.2000" y3="0.0000" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                         </atom>
                         <atom elementType="H" id="a3" x3="-0.5000" y3="1.0000" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                         <atom elementType="H" id="a4" x3="-0.5000" y3="-1.0000" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                      </atomArray>
                      <bondArray>
                         <bond atomRefs2="a1 a2" order="S" />
                         <bond atomRefs2="a1 a3" order="S" />
                         <bond atomRefs2="a1 a4" order="S" />
                      </bondArray>
                      <formula concise="CH2O">
                         <atomArray count="1 2 1" elementType="C H O" />
                      </formula>
                      <property dictRef="cml:molmass">
                         <scalar units="unit:dalton">28.0101</scalar>
                      </property>
                   </molecule>
                </module>
                <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.411340148425</scalar>
                <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                <array dataType="xsd:string" delimiter="|" dictRef="g:item" size="4">Maximum Force|RMS Force|Maximum Displacement|RMS Displacement</array>
                <array dataType="xsd:double" dictRef="g:value" size="4">0.060160801264 0.027342505434 0.041995124706 0.028867447891</array>
                <array dataType="xsd:double" dictRef="g:threshold" size="4">0.000060000000 0.000040000000 0.000300000000 0.000200000000</array>
                <array cmlx:templateRef="normal-mode-eigvals" dataType="xsd:double" dictRef="cc:eigenval" size="6">0.127182496 0.172800300 0.222172473 0.382188000 0.873986295 1.804155953</array>
             </module>
             <module cmlx:templateRef="geometry.cycle">
                <scalar cmlx:templateRef="iter" dataType="xsd:integer" dictRef="cc:cycleNumber">1</scalar>
                <module cmlx:templateRef="molecule">
                   <molecule cmlx:templateRef="atom" id="molecule">
                      <atomArray>
                         <atom elementType="C" id="a1" x3="0.04199512" y3="-0.0000" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                         </atom>
                         <atom elementType="O" id="a2" x3="1.24061109" y3="-0.0000" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                         </atom>
                         <atom elementType="H" id="a3" x3="-0.5413031" y3="0.96015523" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                         <atom elementType="H" id="a4" x3="-0.5413031" y3="-0.96015523" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                      </atomArray>
                      <bondArray>
                         <bond atomRefs2="a1 a2" order="S" />
                         <bond atomRefs2="a1 a3" order="S" />
                         <bond atomRefs2="a1 a4" order="S" />
                      </bondArray>
                      <formula concise="CH2O">
                         <atomArray count="1 2 1" elementType="C H O" />
                      </formula>
                      <property dictRef="cml:molmass">
                         <scalar units="unit:dalton">28.0101</scalar>
                      </property>
                   </molecule>
                </module>
                <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.415281650643</scalar>
                <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                <array dataType="xsd:string" delimiter="|" dictRef="g:item" size="4">Maximum Force|RMS Force|Maximum Displacement|RMS Displacement</array>
                <array dataType="xsd:double" dictRef="g:value" size="4">0.014223663897 0.005975118658 0.015360034330 0.008853784662</array>
                <array dataType="xsd:double" dictRef="g:threshold" size="4">0.000060000000 0.000040000000 0.000300000000 0.000200000000</array>
                <array cmlx:templateRef="normal-mode-eigvals" dataType="xsd:double" dictRef="cc:eigenval" size="6">0.129460642 0.172928531 0.222530463 0.389774177 0.873454815 1.815713072</array>
             </module>
             <module cmlx:templateRef="geometry.cycle">
                <scalar cmlx:templateRef="iter" dataType="xsd:integer" dictRef="cc:cycleNumber">2</scalar>
                <module cmlx:templateRef="molecule">
                   <molecule cmlx:templateRef="atom" id="molecule">
                      <atomArray>
                         <atom elementType="C" id="a1" x3="0.05237208" y3="-0.0000" z3="-0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                         </atom>
                         <atom elementType="O" id="a2" x3="1.25187708" y3="-0.0000" z3="-0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                         </atom>
                         <atom elementType="H" id="a3" x3="-0.55212458" y3="0.9447952" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                         <atom elementType="H" id="a4" x3="-0.55212458" y3="-0.9447952" z3="-0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                      </atomArray>
                      <bondArray>
                         <bond atomRefs2="a1 a2" order="S" />
                         <bond atomRefs2="a1 a3" order="S" />
                         <bond atomRefs2="a1 a4" order="S" />
                      </bondArray>
                      <formula concise="CH2O">
                         <atomArray count="1 2 1" elementType="C H O" />
                      </formula>
                      <property dictRef="cml:molmass">
                         <scalar units="unit:dalton">28.0101</scalar>
                      </property>
                   </molecule>
                </module>
                <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.415497750428</scalar>
                <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                <array dataType="xsd:string" delimiter="|" dictRef="g:item" size="4">Maximum Force|RMS Force|Maximum Displacement|RMS Displacement</array>
                <array dataType="xsd:double" dictRef="g:value" size="4">0.001085693332 0.000579095912 0.000460488138 0.000220353850</array>
                <array dataType="xsd:double" dictRef="g:threshold" size="4">0.000060000000 0.000040000000 0.000300000000 0.000200000000</array>
                <array cmlx:templateRef="normal-mode-eigvals" dataType="xsd:double" dictRef="cc:eigenval" size="6">0.131638656 0.172870054 0.222531346 0.396090889 0.872938732 1.819986160</array>
             </module>
             <module cmlx:templateRef="geometry.cycle">
                <scalar cmlx:templateRef="iter" dataType="xsd:integer" dictRef="cc:cycleNumber">3</scalar>
                <module cmlx:templateRef="molecule">
                   <molecule cmlx:templateRef="atom" id="molecule">
                      <atomArray>
                         <atom elementType="C" id="a1" x3="0.0519116" y3="-0.0000" z3="0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                         </atom>
                         <atom elementType="O" id="a2" x3="1.25159806" y3="0.0000" z3="-0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                         </atom>
                         <atom elementType="H" id="a3" x3="-0.55175483" y3="0.94469687" z3="-0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                         <atom elementType="H" id="a4" x3="-0.55175483" y3="-0.94469687" z3="-0.0000">
                            <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                         </atom>
                      </atomArray>
                      <bondArray>
                         <bond atomRefs2="a1 a2" order="S" />
                         <bond atomRefs2="a1 a3" order="S" />
                         <bond atomRefs2="a1 a4" order="S" />
                      </bondArray>
                      <formula concise="CH2O">
                         <atomArray count="1 2 1" elementType="C H O" />
                      </formula>
                      <property dictRef="cml:molmass">
                         <scalar units="unit:dalton">28.0101</scalar>
                      </property>
                   </molecule>
                </module>
                <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.415498155971</scalar>
                <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
                <array dataType="xsd:string" delimiter="|" dictRef="g:item" size="4">Maximum Force|RMS Force|Maximum Displacement|RMS Displacement</array>
                <array dataType="xsd:double" dictRef="g:value" size="4">0.000038304881 0.000015729923 0.000007220466 0.000003038404</array>
                <array dataType="xsd:double" dictRef="g:threshold" size="4">0.000060000000 0.000040000000 0.000469913999 0.000313276000</array>
                <array cmlx:templateRef="normal-mode-eigvals" dataType="xsd:double" dictRef="cc:eigenval" size="6">0.132095091 0.172870422 0.222531963 0.394282898 0.872956860 1.851748547</array>
             </module>
         </module>
    </comment>






Template definition



<templateList>  <template id="geometry.cycle" pattern="# ITR.*" endPattern="# ITR.*" endPattern2="==========.*" endPattern3="~" repeat="*">    <template id="iter" pattern=".*" endPattern=".*">      <record id="iter"># ITR.\s+{I,cc:cycleNumber}</record>      <transform process="pullupSingleton" xpath="./cml:list" />
            </template>    <template id="molecule" pattern="[A-Za-z]{1,2}\s+.*" endPattern="\s+Item\s+Value\s+Threshold.*" repeat="*">      <record makeArray="true" repeat="*" id="atom">\s*{A,compchem:elementType}\s*{F,compchem:x3}\s*{F,compchem:y3}\s*{F,compchem:z3}\s*
                </record>      <transform process="createMolecule" xpath="./cml:list[@cmlx:templateRef='atom']/cml:array" id="molecule" />      <transform process="pullupSingleton" xpath="./cml:list" />      <record id="null" repeat="1" />
            </template>    <template id="energy" pattern="\s*ENERGY.*" endPattern=".*">      <record id="energy">\s+ENERGY\s+{F,cc:energy}\s+\(.*\)</record>      <transform process="pullupSingleton" xpath="./cml:list" />
            </template>    <template id="spinsqr" pattern="\s*Spin\(\*\*2\).*" endPattern=".*">      <record id="spinsqr">\s*Spin\(\*\*2\)\s*{F,cc:s2}\s*</record>      <transform process="pullupSingleton" xpath="./cml:list" />
            </template>    <template id="convergence" pattern="\s+Maximum\s+Force.*" endPattern="\s+RMS\s+Displacement.*" endOffset="1">      <record id="row" repeat="*" makeArray="true">\s*{X,g:item}\s+{F,g:value}{F,g:threshold}\s*
                </record>      <transform process="moveRelative" xpath="./cml:list/cml:array[@dictRef]" to="./ancestor::cml:module[@cmlx:templateRef='convergence']" />      <transform process="delete" xpath="(./cml:list[@cmlx:templateRef='row'])" />      <transform process="pullupSingleton" xpath="./cml:list" />      <transform process="setValue" xpath=".//cml:array[@dictRef='g:item']" value="$string(replace(replace(./text(), '^\||\|$', ''), '\s+', ' '))" />
            </template>    <template id="eigenvals" pattern="NORMAL MODE EIGENVALUE.*" offset="1" endPattern="~">      <record id="normal-mode-eigvals" makeArray="true" repeat="*">\s+{1_5F,cc:eigenval}</record>      <transform process="pullupSingleton" xpath="./cml:list" />
            </template>    <transform process="pullup" xpath="./cml:module/cml:scalar" />    <transform process="pullup" xpath="./cml:module/cml:array" />    <transform process="delete" xpath="(//cml:list[@cmlx:templateRef='null'])" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />    <transform process="pullupSingleton" xpath="./cml:list" />    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:energy']" value="nonsi:hartree" />
        </template>
    </templateList>
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Template attributes





	Attribute

	Value





	source

	GRRM log



	id

	final-geometry



	pattern

	\s*Optimized structure.*



	endPattern

	OPTOPTOPT.*



	xml:base

	optiStruc.xml







Input



Optimized structure, SYMMETRY = C2v
C      0.051911596139     -0.000000000000      0.000000000000
O      1.251598064141      0.000000000000     -0.000000000000
H     -0.551754830140      0.944696873126     -0.000000000000
H     -0.551754830140     -0.944696873126     -0.000000000000
ENERGY    = -114.415498155971
Spin(**2) =    0.000000000000
GRADIENT VECTOR
-0.000015613036
0.000000000000
-0.000000000000
0.000012953701
-0.000000000000
0.000000000000
0.000001329667
0.000000558707
0.000000000000
0.000001329667
-0.000000558707
-0.000000000000

Stationary point was found
OPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTOPTO






Output text



<comment class="example.output" id="">
      <module cmlx:templateRef="final-geometry">
         <scalar cmlx:templateRef="symmetry-group" dataType="xsd:string" dictRef="cc:pointgroup">C2v</scalar>
         <module cmlx:templateRef="molecule">
            <molecule cmlx:templateRef="atom" id="molecule">
               <atomArray>
                  <atom elementType="C" id="a1" x3="0.0519116" y3="-0.0000" z3="0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="O" id="a2" x3="1.25159806" y3="0.0000" z3="-0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                  </atom>
                  <atom elementType="H" id="a3" x3="-0.55175483" y3="0.94469687" z3="-0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                  </atom>
                  <atom elementType="H" id="a4" x3="-0.55175483" y3="-0.94469687" z3="-0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                  </atom>
               </atomArray>
               <bondArray>
                  <bond atomRefs2="a1 a2" order="S" />
                  <bond atomRefs2="a1 a3" order="S" />
                  <bond atomRefs2="a1 a4" order="S" />
               </bondArray>
               <formula concise="CH2O">
                  <atomArray count="1 2 1" elementType="C H O" />
               </formula>
               <property dictRef="cml:molmass">
                  <scalar units="unit:dalton">28.0101</scalar>
               </property>
            </molecule>
         </module>
         <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.415498155971</scalar>
         <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
      </module>
    </comment>






Template definition



<templateList>  <record id="symmetry-group">\s*Optimized structure,\s*SYMMETRY ={X,cc:pointgroup}</record>  <template id="molecule" pattern=".*" endPattern="ENERGY\s+=.*">    <record makeArray="true" repeat="*" id="atom">\s*{A,compchem:elementType}\s*{F,compchem:x3}\s*{F,compchem:y3}\s*{F,compchem:z3}\s*
            </record>    <transform process="createMolecule" xpath="./cml:list[@cmlx:templateRef='atom']/cml:array" id="molecule" />    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <template id="energy-par" pattern="ENERGY\s+=.*\(.*" endPattern=".*">    <record id="energy">ENERGY\s*=\s*{F,cc:energy}\s*\(.*\)</record>    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <template id="energy" pattern="ENERGY\s*=.*" endPattern=".*">    <record id="energy">ENERGY\s*=\s*{F,cc:energy}</record>    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <template id="spinsqr" pattern="\s*Spin\(\*\*2\)\s*=.*" endPattern=".*">    <record id="spinsqr">\s*Spin\(\*\*2\)\s*=\s*{F,cc:s2}</record>    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <template id="zpve" pattern="\s*Spin\(\*\*2\)\s*=.*" endPattern=".*">    <record id="zpve">ZPVE\s*=\s*{F,cc:zpe.correction}</record>    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <template id="gradient" pattern="GRADIENT VECTOR" endPattern="HESSIAN MATRIX">    <record id="null" />    <record id="gradient-vector" repeat="*" makeArray="true">\s+{F,cc:grad}</record>    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <template id="hessian" pattern="HESSIAN MATRIX\s*" endPattern="NORMAL MODE EIGENVALUE.*" endPattern2="Normal mode eigenvalues.*">    <record id="null" />    <record id="hess" makeArray="true" repeat="*">\s*{1_5F,cc:hessianmatrix}</record>    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <template id="eigenvals" pattern="NORMAL MODE EIGENVALUE.*" endPattern="~">    <record id="null" />    <record id="normal-mode-eigvals" makeArray="true" repeat="*">\s+{1_5F,cc:eigenval}</record>    <transform process="pullupSingleton" xpath="./cml:list" />
        </template>  <transform process="pullup" xpath="./cml:module/cml:scalar" />  <transform process="pullup" xpath="./cml:module/cml:array" />  <transform process="delete" xpath="(//cml:list[@cmlx:templateRef='null'])" />  <transform process="delete" xpath=".//cml:module[count(*)=0]" />  <transform process="pullupSingleton" xpath="./cml:list" />  <transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:energy']" value="nonsi:hartree" />
    </templateList>
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Template attributes





	Attribute

	Value





	source

	GRRM log



	id

	frequencies



	pattern

	FREQFREQFREQ.*



	endPattern

	FREQFREQFREQ.*



	xml:base

	freq.xml







Input



FREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQF
Geometry (Origin = Center of Mass, Axes = Principal Axis), SYMMETRY = Cs
C      0.695923922878     -0.078083657444      0.000000000000
O     -0.593539542416      0.066747898232      0.000000000000
H     -0.142357946467     -1.016067523497      0.000000000000
H      1.276014279045      0.886458672976      0.000000000000

                   0               1               2
Freq.  :     -2057.48295026    764.48759088   1327.25145851
Red. M :         1.11011042      1.13331104      1.48466990
C  - x :       0.0736577931   -0.0000000000    0.1016741031
C  - y :       0.0269522857   -0.0000000000    0.0816479203
C  - z :       0.0000000000    0.1063487433   -0.0000000000
O  - x :       0.0110603025    0.0000000000   -0.1322915082
O  - y :      -0.0468028304    0.0000000000   -0.0429480082
O  - z :      -0.0000000000    0.0088125096   -0.0000000000
H  - x :      -0.9362476713   -0.0000000000   -0.0003848867
H  - y :       0.2898534479   -0.0000000000    0.1101947651
H  - z :       0.0000000000   -0.7022360951   -0.0000000000
H  - x :      -0.1163180795   -0.0000000000    0.8893309965
H  - y :       0.1320251858   -0.0000000000   -0.4007465080
H  - z :       0.0000000000   -0.7039010948   -0.0000000000

                   3               4               5
Freq.  :      1476.66812187   2636.78083809   2877.67762880
Red. M :         3.78641458      1.02616200      1.11714936
C  - x :       0.3645796096   -0.0205570543   -0.0500408456
C  - y :      -0.1541243024   -0.0022958180   -0.0851005576
C  - z :       0.0000000000    0.0000000000   -0.0000000000
O  - x :      -0.2519313691    0.0156845601    0.0017538140
O  - y :       0.0837797969   -0.0257623597   -0.0119672876
O  - z :       0.0000000000    0.0000000000    0.0000000000
H  - x :       0.3509961657    0.2374991109    0.1221460329
H  - y :       0.1100310570    0.8460836173    0.4395017979
H  - z :       0.0000000000    0.0000000000    0.0000000000
H  - x :      -0.6936494699   -0.2416551384    0.4458474423
H  - y :       0.3954544344   -0.4098803618    0.7637055005
H  - z :       0.0000000000   -0.0000000000    0.0000000000

Thermochemistry (use all positive eigenvalues) at  298.15 K,    1.00 Atm
E(el)         =  -114.276451735640
ZPVE          =     0.020692289810
Enthalpie(0K) =  -114.255759445830
E(tr)         =     0.001416276854
E(rot)        =     0.001416276854
E(vib)        =     0.020797050421
H-E(el)       =     0.024573788698
Enthalpie     =  -114.251877946942
S(el)         =     0.000000000000
S(tr)         =     0.000057576784
S(rot)        =     0.000027931273 (Symmetry number = 1)
S(vib)        =     0.000000439335
G-E(el)       =    -0.001051426350
Free Energy   =  -114.277503161990

Small eigenvalues are replaced by MinEigenValue = 0.0000946088 u

Thermochemistry (after the above replacements) at  298.15 K,    1.00 Atm
E(el)         =  -114.276451735640
ZPVE          =     0.020692289810
Enthalpie(0K) =  -114.255759445830
E(rot)        =     0.001416276854
E(vib)        =     0.020797050421
H-E(el)       =     0.024573788698
Enthalpie     =  -114.251877946942
S(el)         =     0.000000000000
S(tr)         =     0.000057576784
S(rot)        =     0.000027931273 (Symmetry number = 1)
S(vib)        =     0.000000439335
G-E(el)       =    -0.001051426350
Free Energy   =  -114.277503161990

FREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQFREQF






Output text



<comment class="example.output" id="frequencies">
      <module cmlx:templateRef="frequencies">
         <module cmlx:templateRef="molecule">
            <molecule cmlx:templateRef="atom" id="molecule-rot">
               <atomArray>
                  <atom elementType="C" id="a1" x3="0.69592392" y3="-0.07808366" z3="0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="O" id="a2" x3="-0.59353954" y3="0.0667479" z3="0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                  </atom>
                  <atom elementType="H" id="a3" x3="-0.14235795" y3="-1.01606752" z3="0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                  </atom>
                  <atom elementType="H" id="a4" x3="1.27601428" y3="0.88645867" z3="0.0000">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                  </atom>
               </atomArray>
               <bondArray>
                  <bond atomRefs2="a1 a2" order="S" />
                  <bond atomRefs2="a1 a3" order="S" />
                  <bond atomRefs2="a1 a4" order="S" />
                  <bond atomRefs2="a2 a3" order="S" />
               </bondArray>
               <formula concise="CH2O">
                  <atomArray count="1 2 1" elementType="C H O" />
               </formula>
               <property dictRef="cml:molmass">
                  <scalar units="unit:dalton">28.0101</scalar>
               </property>
            </molecule>
         </module>
         <module cmlx:templateRef="freq-block">
            <array dataType="xsd:integer" dictRef="x:serial" size="6">0 1 2 3 4 5</array>
            <array dataType="xsd:double" dictRef="cc:frequency" size="6">-2057.48295026 764.48759088 1327.25145851 1476.66812187 2636.78083809 2877.67762880</array>
            <array dataType="xsd:double" dictRef="cc:redmass" size="6">1.11011042 1.13331104 1.48466990 3.78641458 1.02616200 1.11714936</array>
            <array dataType="xsd:double" dictRef="cc:displacement" size="72">0.0736577931 0.0269522857 0.0000000000 0.0110603025 -0.0468028304 -0.0000000000 -0.9362476713 0.2898534479 0.0000000000 -0.1163180795 0.1320251858 0.0000000000 -0.0000000000 -0.0000000000 0.1063487433 0.0000000000 0.0000000000 0.0088125096 -0.0000000000 -0.0000000000 -0.7022360951 -0.0000000000 -0.0000000000 -0.7039010948 0.1016741031 0.0816479203 -0.0000000000 -0.1322915082 -0.0429480082 -0.0000000000 -0.0003848867
               0.1101947651 -0.0000000000 0.8893309965 -0.4007465080 -0.0000000000 0.3645796096 -0.1541243024 0.0000000000 -0.2519313691 0.0837797969 0.0000000000 0.3509961657 0.1100310570 0.0000000000 -0.6936494699 0.3954544344 0.0000000000 -0.0205570543 -0.0022958180 0.0000000000 0.0156845601 -0.0257623597 0.0000000000 0.2374991109 0.8460836173 0.0000000000 -0.2416551384 -0.4098803618 -0.0000000000 -0.0500408456 -0.0851005576 -0.0000000000 0.0017538140 -0.0119672876 0.0000000000 0.1221460329
               0.4395017979 0.0000000000 0.4458474423 0.7637055005 0.0000000000</array>
         </module>
         <module cmlx:templateRef="thermo">
            <scalar dataType="xsd:double" dictRef="cc:temp" units="si:k">298.15</scalar>
            <scalar dataType="xsd:double" dictRef="cc:press" units="nonsi:atm">1.00</scalar>
            <list cmlx:templateRef="state" />
            <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.276451735640</scalar>
            <scalar cmlx:templateRef="zpe" dataType="xsd:double" dictRef="cc:zpe.correction" units="nonsi:hartree">0.020692289810</scalar>
            <scalar cmlx:templateRef="elec-zpe" dataType="xsd:double" dictRef="cc:zpe.sumelectzpe" units="nonsi:hartree">-114.255759445830</scalar>
            <scalar cmlx:templateRef="thermal-tr" dataType="xsd:double" dictRef="cc:ethermo.trans" units="nonsi:hartree">0.001416276854</scalar>
            <scalar cmlx:templateRef="thermal-rot" dataType="xsd:double" dictRef="cc:ethermo.rot" units="nonsi:hartree">0.001416276854</scalar>
            <scalar cmlx:templateRef="thermal-vib" dataType="xsd:double" dictRef="cc:ethermo.vib" units="nonsi:hartree">0.020797050421</scalar>
            <scalar cmlx:templateRef="enthalpy-corr" dataType="xsd:double" dictRef="cc:zpe.thermalcorrenthalpy" units="nonsi:hartree">0.024573788698</scalar>
            <scalar cmlx:templateRef="enthalpy" dataType="xsd:double" dictRef="cc:zpe.sumelectthermalent" units="nonsi:hartree">-114.251877946942</scalar>
            <scalar cmlx:templateRef="entropy-el" dataType="xsd:double" dictRef="cc:s.elect" units="nonsi2:hartree.K-1">0.000000000000</scalar>
            <scalar cmlx:templateRef="entropy-tr" dataType="xsd:double" dictRef="cc:s.trans" units="nonsi2:hartree.K-1">0.000057576784</scalar>
            <scalar cmlx:templateRef="entropy-rot" dataType="xsd:double" dictRef="cc:s.rot" units="nonsi2:hartree.K-1">0.000027931273</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:symmnumber" units="nonsi2:hartree.K-1">1</scalar>
            <list cmlx:templateRef="entropy-rot" />
            <scalar cmlx:templateRef="entropy-vib" dataType="xsd:double" dictRef="cc:s.vib" units="nonsi2:hartree.K-1">0.000000439335</scalar>
            <scalar cmlx:templateRef="gibbs-corr" dataType="xsd:double" dictRef="cc:zpe.thermalcorrgfe" units="nonsi:hartree">-0.001051426350</scalar>
            <scalar cmlx:templateRef="gibbs" dataType="xsd:double" dictRef="cc:zpe.sumelectthermalfe" units="nonsi:hartree">-114.277503161990</scalar>
         </module>
      </module>
    </comment>






Template definition



<record id="null" repeat="2" />
<template id="molecule" pattern="[A-Za-z]{1,2}\s+.*" endPattern="Freq\..*" endOffset="-2">  <record makeArray="true" repeat="*" id="atom">\s*{A,compchem:elementType}\s*{F,compchem:x3}\s*{F,compchem:y3}\s*{F,compchem:z3}\s*
        </record>  <transform process="createMolecule" xpath="./cml:list[@cmlx:templateRef='atom']/cml:array" id="molecule-rot" />  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<record id="null" repeat="1" />
<template id="freq-block" pattern="Freq\..*" endPattern="Freq\..*" endPattern2="Thermochemistry.*" repeat="*" offset="-1">  <record makeArray="true" id="serial">{1_3I,x:serial}</record>  <record makeArray="true" id="freq">Freq\.\s+:\s+{1_3F,cc:frequency}</record>  <record makeArray="true" id="redmass">Red\. M :\s+{1_3F,cc:redmass}</record>  <transform process="pullupSingleton" xpath="./cml:list" />  <templateList>    <template id="displs-3" pattern="[A-Z].*\- [xyz]\s+:\s+{3}.*">      <record makeArray="true" id="displ-all" repeat="*">[A-Z].*\- [xyz]\s+:\s*{F,cc:displace1}\s*{F,cc:displace2}\s*{F,cc:displace3}\s*</record>
            </template>    <template id="displs-2" pattern="[A-Z].*\- [xyz]\s+:\s+{2}.*">      <record makeArray="true" id="displ-all" repeat="*">[A-Z].*\- [xyz]\s+:\s*{F,cc:displace1}\s*{F,cc:displace2}\s*</record>
            </template>    <template id="displs-1" pattern="[A-Z].*\- [xyz]\s+:\s+{1}.*">      <record makeArray="true" id="displ-all" repeat="*">[A-Z].*\- [xyz]\s+:\s*{F,cc:displace1}\s*</record>
            </template>
        </templateList>  <transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'cc:displace')]" />  <transform process="pullupSingleton" xpath="./cml:list" />  <record id="null" repeat="1" />
    </template>
<transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'cc:displace')]" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='x:serial']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:frequency']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:redmass']" />
<transform process="addUnits" xpath="./cml:array[@dictRef='cc:frequency']" value="nonsi:cm-1" />
<template id="thermo" pattern="Thermochemistry.*after.*" endPattern="~">  <record id="state">Thermochemistry.*at\s*{F,cc:temp}\s*K,\s*{F,cc:press}\s*Atm\s*</record>  <record id="energy">E\(el\)\s+=\s+{F,cc:energy}</record>  <record id="zpe">ZPVE\s+=\s+{F,cc:zpe.correction}</record>  <record id="elec-zpe">Enthalpie\(0K\)\s+=\s+{F,cc:zpe.sumelectzpe}</record>  <record id="thermal-tr">E\(tr\)\s+=\s+{F,cc:ethermo.trans}</record>  <record id="thermal-rot">E\(rot\)\s+=\s+{F,cc:ethermo.rot}</record>  <record id="thermal-vib">E\(vib\)\s+=\s+{F,cc:ethermo.vib}</record>  <record id="enthalpy-corr">H-E\(el\)\s+=\s+{F,cc:zpe.thermalcorrenthalpy}</record>  <record id="enthalpy">Enthalpie\s+=\s+{F,cc:zpe.sumelectthermalent}</record>  <record id="entropy-el">S\(el\)\s+=\s+{F,cc:s.elect}</record>  <record id="entropy-tr">S\(tr\)\s+=\s+{F,cc:s.trans}</record>  <record id="entropy-rot">S\(rot\)\s+=\s+{F,cc:s.rot}\s+\(Symmetry number\s+={I,cc:symmnumber}.*</record>  <record id="entropy-vib">S\(vib\)\s+=\s+{F,cc:s.vib}</record>  <record id="gibbs-corr">G-E\(el\)\s+=\s+{F,cc:zpe.thermalcorrgfe}</record>  <record id="gibbs">Free Energy\s+=\s+{F,cc:zpe.sumelectthermalfe}</record>  <transform process="pullupSingleton" xpath="./cml:list" />  <transform process="pullup" xpath="./cml:list/cml:scalar" />  <transform process="addAttribute" xpath="./cml:scalar[@dictRef='cc:s.rot']" name="cmlx:templateRef" value="entropy-rot" />  <transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:energy']" value="nonsi:hartree" />  <transform process="addUnits" xpath="./cml:scalar[starts-with(@dictRef,'cc:zpe')]" value="nonsi:hartree" />  <transform process="addUnits" xpath="./cml:scalar[starts-with(@dictRef,'cc:ethermo')]" value="nonsi:hartree" />  <transform process="addUnits" xpath="./cml:scalar[starts-with(@dictRef,'cc:s')]" value="nonsi2:hartree.K-1" />  <transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:temp']" value="si:k" />  <transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:press']" value="nonsi:atm" />
    </template>
<transform process="delete" xpath="(//cml:list[@cmlx:templateRef='null'])" />
<transform process="pullupSingleton" xpath="./cml:list" />
<transform process="move" xpath="./cml:module//cml:array[@dictRef='cc:displace1']" to="(./cml:module[@cmlx:templateRef='freq-block'])[1]" />
<transform process="delete" xpath="(.//cml:module[@cmlx:templateRef='displs-3'])" />
<transform process="delete" xpath="(.//cml:module[@cmlx:templateRef='freq-block'])[count(*)=0]" />
<transform process="createArray" from=".//cml:module[@cmlx:templateRef='freq-block']/cml:array[@dictRef='cc:displace1']" xpath="." dictRef="cc:displacement" dataType="xsd:double" />
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GRRM log



	id

	structure



	pattern

	# Geometry of.*



	pattern2

	INITIAL STRUCTURE.*



	pattern3

	INPUT ORIENTATION.*



	endPattern

	# Geometry of.*



	endPattern2

	^\s*$



	endPattern3

	CONNECTION.*



	repeat

	*



	xml:base

	singleStruc.xml







Input



# Geometry of EQ 0, SYMMETRY = C2v
C      0.051911596139     -0.000000000000      0.000000000000
O      1.251598064141      0.000000000000     -0.000000000000
H     -0.551754830140      0.944696873126     -0.000000000000
H     -0.551754830140     -0.944696873126     -0.000000000000
Energy    = -114.415498155970 (-114.415498155970 :    0.000000000000)
Spin(**2) =    0.000000000000
ZPVE      =    0.026536542348
Normal mode eigenvalues : nmode = 6
0.053871195   0.060584067   0.088631469   0.131480115   0.311308040
0.324295946






Input



INITIAL STRUCTURE
C     -0.064198235583     -0.007930187832     -0.000000000000
O      1.233143761809      0.016481892179      0.000000000000
H      0.644724226899      1.031280651044      0.000000000000
H     -0.513669753124     -1.039832355389      0.000000000000
ENERGY    = -114.276451735641
Spin(**2) =    0.000000000000
GRADIENT VECTOR
-0.000015411633
-0.000011833303
0.000000000000
0.000003349007
0.000007583517
0.000000000000
0.000015586121
0.000009500992
-0.000000000000
-0.000003523494
-0.000005251206
-0.000000000000
HESSIAN MATRIX
0.483870417
0.021477761   0.399410092
0.000000000   0.000000000   0.031760643
-0.572059444  -0.025014466   0.000000000   0.573554180
0.167659525   0.037218727  -0.000000000   0.009670607   0.026493405
-0.000000000  -0.000000000   0.003555306  -0.000000000   0.000000000
0.133879425   0.029603924  -0.000000000   0.019884615  -0.110041445
-0.112346200  -0.161842890   0.000000000   0.044034835  -0.092936388
0.000000000   0.000000000  -0.017647961  -0.000000000  -0.000000000
-0.045690398  -0.026067220  -0.000000000  -0.021379351  -0.067288687
-0.076791086  -0.274785929  -0.000000000  -0.028690976   0.029224256
-0.000000000   0.000000000  -0.017667987   0.000000000   0.000000000
0.000306969
0.000000000  -0.129079016
-0.000000000   0.061067209   0.252234827
-0.001910541  -0.000000000   0.000000000   0.009768881
0.000000000  -0.024685024   0.007244156  -0.000000000   0.091754773
0.000000000   0.019370312   0.002544451  -0.000000000   0.086111750
-0.001951734   0.000000000  -0.000000000   0.009789622   0.000000000
0.243017222
0.000000000   0.009830099
NORMAL MODE EIGENVALUE : N_MODE = 6
-0.160200511   0.022117307   0.066664995   0.082519618   0.263111301
0.313383199






Output text



<comment class="example.output" id="structure2">
      <module cmlx:templateRef="structure">
         <module cmlx:templateRef="molecule">
            <molecule cmlx:templateRef="atom" id="molecule">
               <atomArray>
                  <atom elementType="C" id="a1" x3="-0.97636194" y3="0.11153149" z3="-0.33793524">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="O" id="a2" x3="0.74275724" y3="-0.10033779" z3="-0.23073234">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                  </atom>
                  <atom elementType="H" id="a3" x3="0.46752383" y3="0.73164846" z3="0.26582554">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                  </atom>
                  <atom elementType="H" id="a4" x3="0.93150704" y3="-0.88276953" z3="0.31747787">
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                  </atom>
               </atomArray>
               <bondArray>
                  <bond atomRefs2="a1 a2" order="S" />
                  <bond atomRefs2="a2 a3" order="S" />
                  <bond atomRefs2="a2 a4" order="S" />
               </bondArray>
               <formula concise="CH2O">
                  <atomArray count="1 2 1" elementType="C H O" />
               </formula>
               <property dictRef="cml:molmass">
                  <scalar units="unit:dalton">28.0101</scalar>
               </property>
            </molecule>
         </module>
         <scalar cmlx:templateRef="energy" dataType="xsd:double" dictRef="cc:energy" units="nonsi:hartree">-114.136991357592</scalar>
         <scalar cmlx:templateRef="spinsqr" dataType="xsd:double" dictRef="cc:s2">0.000000000000</scalar>
         <array cmlx:templateRef="gradient-vector" dataType="xsd:double" dictRef="cc:grad" size="12">0.000015914887 0.000012610186 0.000002846427 -0.000035628051 0.000081501872 0.000040350355 -0.000005755657 -0.000022336099 -0.000053681663 0.000025468820 -0.000071775959 0.000010484881</array>
         <array cmlx:templateRef="hess" dataType="xsd:double" dictRef="cc:hessianmatrix" size="78">0.044205190 -0.006412971 0.007027217 0.004417132 -0.003502960 0.000597432 -0.049966196 -0.010052197 -0.011353132 0.059532869 0.043423072 0.014713894 0.028617102 -0.120888805 0.552367836 -0.003207739 0.011718116 0.009895864 0.033795717 -0.080345449 0.016720679 0.007300593 0.010504324 0.005664706 0.014638871 -0.060855490 -0.028184625 -0.024077536 0.078496524 -0.226600098 -0.011371698 -0.010415119
            -0.012679097 0.033258263 -0.165062130 -0.010959674 0.009164575 -0.003568324 -0.015231379 0.062826862 0.023845389 0.006443513 -0.001036606 0.052444478 -0.340481633 0.010162306 0.002199962 0.002185801 -0.055700848 0.216790477 0.303129498 0.014871439 -0.019199307 -0.117471227 -0.014454998 0.256478752 -0.126730439 -0.021143154 0.151945345 0.124634197 -0.045459417 -0.003186079 -0.003186035 -0.000743410 0.029377132 0.186098559 -0.007484466 -0.001694029 0.023531903 -0.068805401 -0.186294923
            -0.004232610 -0.010396582 0.014775339 0.049771151 0.335732149 -0.208593856 0.169333782</array>
         <array cmlx:templateRef="normal-mode-eigvals" dataType="xsd:double" dictRef="cc:eigenval" size="6">-0.024704258 0.002537847 0.016029896 0.061744645 0.372987694 0.522395019</array>
      </module>
</comment>






Template definition



<template id="label-symmetry" pattern="# Geometry of.*" endPattern=".*">  <record id="label-symmetry"># Geometry of {X,cc:label},\s*SYMMETRY ={X,cc:pointgroup}</record>
    </template>
<template id="initial-structure" pattern="INITIAL STRUCTURE.*" endPattern=".*">  <record id="null" />
    </template>
<template id="initial-structure" pattern="INPUT ORIENTATION.*" endPattern=".*">  <record id="null" />
    </template>
<template id="molecule" pattern=".*" endPattern="ENERGY\s*=.*" endPattern2="Energy.*">  <record makeArray="true" repeat="*" id="atom">\s*{A,compchem:elementType}\s*{F,compchem:x3}\s*{F,compchem:y3}\s*{F,compchem:z3}\s*
        </record>  <transform process="createMolecule" xpath="./cml:list[@cmlx:templateRef='atom']/cml:array" id="molecule" />  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<template id="energy" pattern="(ENERGY|Energy)\s*=.*\(.*" endPattern=".*">  <record id="energy">(ENERGY|Energy)\s*=\s*{F,cc:energy}\s*\(.*\)</record>  <transform process="pullupSingleton" xpath="./cml:list" />
     </template>
<template id="energy" pattern="(ENERGY|Energy)\s*=.*[^\(\n]*$" endPattern=".*">  <record id="energy">(ENERGY|Energy)\s*=\s*{F,cc:energy}</record>  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<template id="spin" pattern="Spin\(\*\*2\).*" endPattern=".*">  <record id="spinsqr">\s*Spin\(\*\*2\)\s*=\s*{F,cc:s2}</record>  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<template id="zpve" pattern="ZPVE\s*=.*" endPattern=".*">  <record id="zpve">ZPVE\s*=\s*{F,cc:zpe.correction}</record>  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<template id="gradient" pattern="GRADIENT VECTOR" endPattern="HESSIAN MATRIX\s*">  <record id="null" />  <record id="gradient-vector" repeat="*" makeArray="true">\s+{F,cc:grad}</record>  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<template id="hessian" pattern="HESSIAN MATRIX\s*" endPattern="NORMAL MODE EIGENVALUE.*" endPattern2="Normal mode eigenvalues.*">  <record id="null" />  <record id="hess" makeArray="true" repeat="*">\s*{1_5F,cc:hessianmatrix}</record>  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<template id="eigenvals" pattern="NORMAL MODE EIGENVALUE.*" endPattern="~">  <record id="null" repeat="1" />  <record id="normal-mode-eigvals" makeArray="true" repeat="*">\s*{1_5F,cc:eigenval}</record>  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<template id="eigenvals" pattern="Normal mode eigenvalues.*" endPattern="~">  <record id="null" repeat="1" />  <record id="normal-mode-eigvals" makeArray="true" repeat="*">\s*{1_5F,cc:eigenval}</record>  <transform process="pullupSingleton" xpath="./cml:list" />
    </template>
<transform process="pullup" xpath="./cml:module/cml:scalar" />
<transform process="pullup" xpath="./cml:module/cml:array" />
<transform process="delete" xpath="(//cml:list[@cmlx:templateRef='null'])" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="pullupSingleton" xpath="./cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:energy']" value="nonsi:hartree" />
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grrm.input


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	GRRM input



	id

	grrm.input



	name

	GRRM input



	xml:base

	topTemplate.xml







Input



# SC-AFIR2/B3LYP/Def2SVP

0 1
C          0.051911596139         -0.000000000000          0.000000000000
O          1.251598064141          0.000000000000         -0.000000000000
H         -0.551754830140          0.944696873126         -0.000000000000
H         -0.551754830140         -0.944696873126         -0.000000000000
Options
Add Interaction
Gamma=1000.0
END
GauMem=400
GauProc=4






Output text



<comment class="example.output" id="grrm.input">
        <module id="grrm.input">
           <module cmlx:templateRef="job">
              <module cmlx:templateRef="input-desc">
                 <list cmlx:templateRef="method">
                    <scalar dataType="xsd:string" dictRef="cc:jobtype">SC-AFIR2</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:method">B3LYP</scalar>
                    <scalar dataType="xsd:string" dictRef="cc:basis">Def2SVP</scalar>
                 </list>
                 <list cmlx:templateRef="charge-mult">
                    <scalar dataType="xsd:integer" dictRef="cc:charge">0</scalar>
                    <scalar dataType="xsd:integer" dictRef="cc:multiplicity">1</scalar>
                 </list>
                 <module cmlx:templateRef="input-coordinates">
                    <molecule cmlx:templateRef="input" id="molecule">
                       <atomArray>
                          <atom elementType="C" id="a1" x3="0.0519116" y3="-0.0000" z3="0.0000">
                             <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                          </atom>
                          <atom elementType="O" id="a2" x3="1.25159806" y3="0.0000" z3="-0.0000">
                             <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">8</scalar>
                          </atom>
                          <atom elementType="H" id="a3" x3="-0.55175483" y3="0.94469687" z3="-0.0000">
                             <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                          </atom>
                          <atom elementType="H" id="a4" x3="-0.55175483" y3="-0.94469687" z3="-0.0000">
                             <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                          </atom>
                       </atomArray>
                       <bondArray>
                          <bond atomRefs2="a1 a2" order="S" />
                          <bond atomRefs2="a1 a3" order="S" />
                          <bond atomRefs2="a1 a4" order="S" />
                       </bondArray>
                       <formula concise="CH2O">
                          <atomArray count="1 2 1" elementType="C H O" />
                       </formula>
                       <property dictRef="cml:molmass">
                          <scalar units="unit:dalton">28.0101</scalar>
                       </property>
                    </molecule>
                 </module>
              </module>
           </module>
        </module>
    </comment>






Template definition



<templateList id="init">  <template id="job" pattern=".*" endPattern="~">    <templateList>      <template id="input-desc" pattern="#.*/.*/.*" endPattern="\s*Options\s*" endPattern2="~">        <record id="method">#\s*{X,cc:jobtype}/{X,cc:method}/{X,cc:basis}\s*</record>        <record id="null" repeat="1" />        <record id="charge-mult">\s*{I,cc:charge}\s*{I,cc:multiplicity}</record>        <template id="input-coordinates" pattern="[A-Za-z]{1,2}\s*.*" endPattern="~">          <record makeArray="true" repeat="*" id="input">\s*{A,compchem:elementType}\s*{F,compchem:x3}\s*{F,compchem:y3}\s*{F,compchem:z3}\s*</record>          <transform process="createMolecule" xpath="./cml:list[@cmlx:templateRef='input']/cml:array" id="molecule" />          <transform process="pullupSingleton" xpath="./cml:list" />
                    </template>        <transform process="pullupSingleton" xpath="./cml:list" />        <transform process="delete" xpath="(//cml:list[@cmlx:templateRef='null'])" />
                </template>
            </templateList>
        </template>
    </templateList>
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LAMMPS


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	setup

	geomopt

	steps

	performance

	mpi

	walltime

	header

	lammps.data
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setup


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	LAMMPS log



	id

	setup



	pattern

	\s*units\s+\S+.*



	endPattern

	\s*Neighbor\slist\sinfo.*



	endPattern2

	\s*Reading\srestart\sfile.*



	endOffset

	0



	xml:base

	job/setup.xml







Input



units         metal
boundary      p p p
atom_style    atomic
pair_style    eam
read_data     .lammps.dat
  orthogonal box = (-0.0167608 -0.0167608 -0.0167608) to (18.1231 18.1231 18.1231)
  3 by 3 by 4 MPI processor grid
  reading atoms ...
  500 atoms
  reading velocities ...
  500 velocities
  read_data CPU = 0.00427604 secs
pair_coeff    * * Cu_u3.eam
Reading potential file Cu_u3.eam with DATE: 2007-06-11
dump          Dump all custom 1000 tmpdir/lammps.dmp.* id type x y z ix iy iz vx vy vz
thermo_style  custom step time cpu pe ke etotal enthalpy temp press vol density cella cellb cellc cellalpha cellbeta cellgamma
thermo        100
fix           ensemble1 all nve
timestep      5.0e-4
run           200000
Neighbor list info ...






Output text



<comment class="example.output" id="setup">
       <module cmlx:templateRef="setup">
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">units</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">metal</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">boundary</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">p p p</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">atom_style</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">atomic</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">pair_style</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">eam</scalar>
         </parameter>
         <parameter>
            <list cmlx:templateRef="datafile">
               <scalar dataType="xsd:string" dictRef="l:line">read_data     .lammps.dat</scalar>
               <scalar dataType="xsd:string" dictRef="l:line">orthogonal box = (-0.0167608 -0.0167608 -0.0167608) to (18.1231 18.1231 18.1231)</scalar>
               <scalar dataType="xsd:string" dictRef="l:line">3 by 3 by 4 MPI processor grid</scalar>
               <scalar dataType="xsd:string" dictRef="l:line">reading atoms ...</scalar>
               <scalar dataType="xsd:string" dictRef="l:line">500 atoms</scalar>
               <scalar dataType="xsd:string" dictRef="l:line">reading velocities ...</scalar>
               <scalar dataType="xsd:string" dictRef="l:line">500 velocities</scalar>
               <scalar dataType="xsd:string" dictRef="l:line">read_data CPU = 0.00427604 secs</scalar>
            </list>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">pair_coeff</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">* * Cu_u3.eam</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">dump</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">Dump all custom 1000 tmpdir/lammps.dmp.* id type x y z ix iy iz vx vy vz</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">thermo_style</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">custom step time cpu pe ke etotal enthalpy temp press vol density cella cellb cellc cellalpha cellbeta cellgamma</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">thermo</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">100</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">fix</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">ensemble1 all nve</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">timestep</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">5.0e-4</scalar>
         </parameter>
         <parameter>
            <scalar dataType="xsd:string" dictRef="x:label">run</scalar>
            <scalar dataType="xsd:string" dictRef="x:value">200000</scalar>
         </parameter>
      </module>
    </comment>






Template definition



<templateList>  <template id="datafile" pattern="read_data\s+\S.*$Reading\sdata.*" pattern2="read_data\s+\S.*$\s\s.*" endPattern="\s+\S+.*$\S+.*" endPattern2="\s+\S+.*$\s*" endOffset="1">    <record id="datafile" repeat="*">{X,l:line}</record>    <transform process="addChild" xpath="." elementName="cml:parameter" />    <transform process="move" xpath=".//cml:list" to=".//cml:parameter" />
        </template>  <template id="parameter" pattern="((?!#|WARNING|Reading\spotential\sfile).*)" endPattern=".*" endPattern2="~" repeat="*">    <record id="parameter">{A,x:label}{X,x:value}</record>    <transform process="addChild" xpath="." elementName="cml:parameter" />    <transform process="move" xpath=".//cml:scalar" to=".//cml:parameter" />
        </template>
    </templateList>
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:label" value="units" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:value" value="lj" />
<transform process="addAttribute" xpath="./cml:scalar" name="dataType" value="xsd:string" />
<transform process="addChild" xpath="." elementName="cml:parameter" />
<transform process="move" xpath="./cml:scalar" to="./cml:parameter[count(*)=0]" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:label" value="atom_style" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="x:value" value="atomic" />
<transform process="addAttribute" xpath="./cml:scalar" name="dataType" value="xsd:string" />
<transform process="addChild" xpath="." elementName="cml:parameter" />
<transform process="move" xpath="./cml:scalar" to="./cml:parameter[count(*)=0]" />
<transform process="pullup" xpath="./cml:module/cml:parameter" />
<transform process="delete" xpath=".//cml:module" />
<transform process="delete" xpath="//cml:parameter[child::cml:scalar[@dictRef='x:label' and text()='units']][position() >1]" />
<transform process="delete" xpath="//cml:parameter[child::cml:scalar[@dictRef='x:label' and text()='atom_style']][position() >1]" />
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geomopt


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	LAMMPS log



	id

	geomopt



	name

	LAMMPS geometry optimization result



	pattern

	Minimization\sstats:.*



	endPattern

	\s*



	xml:base

	job/geomopt.xml







Input



Minimization stats:
  Stopping criterion = energy tolerance
  Energy initial, next-to-last, final =
        -1769.93145555     -1769.93145555     -1769.93145555
  Force two-norm initial, final = 0.000288617 0.000103408
  Force max component initial, final = 1.81812e-05 6.22732e-06
  Final line search alpha, max atom move = 1 6.22732e-06
  Iterations, force evaluations = 1 2






Output text



<comment class="example.output" id="geomopt">
       <module cmlx:templateRef="geomopt">
            <scalar dataType="xsd:string" dictRef="l:stopcriteria">energy tolerance</scalar>
            <scalar dataType="xsd:double" dictRef="l:initenergy">-1769.93145555</scalar>
            <scalar dataType="xsd:double" dictRef="cc:energy">-1769.93145555</scalar>
       </module>
    </comment>






Template definition



<record />
<record>\s+Stopping\s+criterion\s*={X,l:stopcriteria}</record>
<record />
<record>{F,l:initenergy}\s+.*\s+{F,cc:energy}</record>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list" />
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steps


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	LAMMPS log



	id

	steps



	pattern

	\s*Step\s+Time\s+CPU\s+PotEng\s+KinEng.*



	endPattern

	\s*Loop\stime\sof.*



	endPattern2

	~



	endOffset

	1



	xml:base

	job/steps.xml







Input



Step Time CPU PotEng KinEng TotEng Enthalpy Temp Press Volume Density Cella Cellb Cellc CellAlpha CellBeta CellGamma
       0            0            0   -251712.73            0   -251712.73   -249625.61            0    41011.594    81536.298     11.26254    43.362768    43.362768    43.362768           90           90           90
     100         0.05    10.095992   -251781.03    252.98733   -251528.04   -250233.15    318.60575    24605.457     84316.37    10.891192    43.865149    43.843403    43.841909    90.083248    89.926643    89.904346
     200          0.1    20.191317    -251712.1      292.144   -251419.96   -251705.83    367.91867   -5323.8838    86029.812    10.674274    44.159056     44.12428    44.153099    90.295318    89.924338    89.771092
     300         0.15    30.431144   -251580.75    280.09057   -251300.66   -251269.69    352.73888    577.41271    85939.533    10.685488    44.136137    44.151916    44.104355    90.523589    89.911426    89.545686
     400          0.2    40.396035    -251671.5    331.92131   -251339.58   -251553.22    418.01318    -3972.446    86165.151    10.657508    44.204662    44.229721    44.075904    90.692058    89.940226    89.451883
     500         0.25    50.500032   -251625.13    303.80671   -251321.32   -251326.68    382.60638   -100.16461     85679.38    10.717932    44.176884    44.122329    43.962795    90.810811    89.987609    89.464337
     600          0.3    60.471975   -251680.41     305.6443   -251374.77   -251371.43     384.9206    62.366674    85592.738    10.728782    44.146663    44.018522    44.050933    90.757753    90.043298     89.54896
     700         0.35    70.601622    -251695.4     318.9768   -251376.42   -251297.31    401.71121     1482.807    85479.476    10.742998    44.092644    44.000189    44.064688    90.778967    90.127865    89.643866
     800          0.4    80.577136   -251726.63    292.77818   -251433.85   -251324.23    368.71733    2051.9063    85596.807    10.728272    44.104736    44.072441    44.041728    90.879925    90.224179    89.733529
     900         0.45    90.683058   -251658.44    317.04192    -251341.4   -251443.23    399.27446    -1900.723    85834.957    10.698506    44.151242    44.128413    44.062526    90.945548    90.276751    89.811958
    1000          0.5     100.6761   -251714.12    306.74721   -251407.37   -251592.69    386.30957   -3454.2197    85958.138    10.683175    44.163795    44.161229    44.080492     90.94757     90.31916    89.881871
    ...
Loop time of 20005 on 6 procs for 200000 steps with 6144 atoms






Output text



<comment class="example.output" id="steps">
      <module cmlx:templateRef="steps">
         <list cmlx:templateRef="steps" dictRef="steps">
            <array dataType="xsd:integer" dictRef="l:step" size="11">0 100 200 300 400 500 600 700 800 900 1000</array>
            <array dataType="xsd:double" dictRef="l:time" size="11">0 0.05 0.1 0.15 0.2 0.25 0.3 0.35 0.4 0.45 0.5</array>
            <array dataType="xsd:double" dictRef="l:cpu" size="11">0 10.095992 20.191317 30.431144 40.396035 50.500032 60.471975 70.601622 80.577136 90.683058 100.6761</array>
            <array dataType="xsd:double" dictRef="l:poteng" size="11">-251712.73 -251781.03 -251712.1 -251580.75 -251671.5 -251625.13 -251680.41 -251695.4 -251726.63 -251658.44 -251714.12</array>
            <array dataType="xsd:double" dictRef="l:kineng" size="11">0 252.98733 292.144 280.09057 331.92131 303.80671 305.6443 318.9768 292.77818 317.04192 306.74721</array>
            <array dataType="xsd:double" dictRef="l:toteng" size="11">-251712.73 -251528.04 -251419.96 -251300.66 -251339.58 -251321.32 -251374.77 -251376.42 -251433.85 -251341.4 -251407.37</array>
            <array dataType="xsd:double" dictRef="l:enthalpy" size="11">-249625.61 -250233.15 -251705.83 -251269.69 -251553.22 -251326.68 -251371.43 -251297.31 -251324.23 -251443.23 -251592.69</array>
            <array dataType="xsd:double" dictRef="l:temp" size="11">0 318.60575 367.91867 352.73888 418.01318 382.60638 384.9206 401.71121 368.71733 399.27446 386.30957</array>
            <array dataType="xsd:double" dictRef="l:press" size="11">41011.594 24605.457 -5323.8838 577.41271 -3972.446 -100.16461 62.366674 1482.807 2051.9063 -1900.723 -3454.2197</array>
            <array dataType="xsd:double" dictRef="l:volume" size="11">81536.298 84316.37 86029.812 85939.533 86165.151 85679.38 85592.738 85479.476 85596.807 85834.957 85958.138</array>
            <array dataType="xsd:double" dictRef="l:density" size="11">11.26254 10.891192 10.674274 10.685488 10.657508 10.717932 10.728782 10.742998 10.728272 10.698506 10.683175</array>
            <array dataType="xsd:double" dictRef="l:cella" size="11">43.362768 43.865149 44.159056 44.136137 44.204662 44.176884 44.146663 44.092644 44.104736 44.151242 44.163795</array>
            <array dataType="xsd:double" dictRef="l:cellb" size="11">43.362768 43.843403 44.12428 44.151916 44.229721 44.122329 44.018522 44.000189 44.072441 44.128413 44.161229</array>
            <array dataType="xsd:double" dictRef="l:cellc" size="11">43.362768 43.841909 44.153099 44.104355 44.075904 43.962795 44.050933 44.064688 44.041728 44.062526 44.080492</array>
            <array dataType="xsd:double" dictRef="l:cellAlpha" size="11">90 90.083248 90.295318 90.523589 90.692058 90.810811 90.757753 90.778967 90.879925 90.945548 90.94757</array>
            <array dataType="xsd:double" dictRef="l:cellBeta" size="11">90 89.926643 89.924338 89.911426 89.940226 89.987609 90.043298 90.127865 90.224179 90.276751 90.31916</array>
            <array dataType="xsd:double" dictRef="l:cellGamma" size="11">90 89.904346 89.771092 89.545686 89.451883 89.464337 89.54896 89.643866 89.733529 89.811958 89.881871</array>
         </list>
      </module>
    </comment>






Template definition



<record />
<record id="steps" repeat="*" makeArray="true">{I,l:step}{F,l:time}{F,l:cpu}{F,l:poteng}{F,l:kineng}{F,l:toteng}{F,l:enthalpy}{F,l:temp}{F,l:press}{F,l:volume}{F,l:density}{F,l:cella}{F,l:cellb}{F,l:cellc}{F,l:cellAlpha}{F,l:cellBeta}{F,l:cellGamma}</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="addAttribute" xpath=".//cml:list" name="dictRef" value="steps" />
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performance


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	LAMMPS log



	id

	performance



	pattern

	\s*Performance:.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	job/performance.xml







Input



Performance: 0.943 ns/day, 25.441 hours/ns, 21.837 timesteps/s
99.0% CPU use with 36 MPI tasks x 1 OpenMP threads






Output text



<comment class="example.output" id="performance">
      <module cmlx:templateRef="performance">
         <scalar dataType="xsd:double" dictRef="l:nsperday">0.943</scalar>
         <scalar dataType="xsd:double" dictRef="l:hourperns">25.441</scalar>
         <scalar dataType="xsd:double" dictRef="l:timestepperns">21.837</scalar>
         <scalar dataType="xsd:double" dictRef="l:cpuusage">99.0</scalar>
      </module>
    </comment>






Template definition



<record>Performance:{F,l:nsperday}ns/day,{F,l:hourperns}hours/ns,{F,l:timestepperns}timesteps/s</record>
<record>{F,l:cpuusage}% CPU use with.*</record>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	LAMMPS log



	id

	mpi



	pattern

	\s*MPI\stask\stiming\sbreakdown:.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	job/mpi.xml







Input



MPI task timing breakdown:
Section |  min time  |  avg time  |  max time  |%varavg| %total
---------------------------------------------------------------
Pair    | 7788.3     | 8256.6     | 8740.9     | 295.9 | 90.15
Neigh   | 0          | 0          | 0          |   0.0 |  0.00
Comm    | 31.058     | 515.6      | 984.98     |1185.4 |  5.63
Output  | 0.7443     | 0.75185    | 0.98648    |   4.6 |  0.01
Modify  | 382.03     | 383.51     | 384.29     |   3.6 |  4.19
Other   |            | 2.165      |            |       |  0.02






Output text



<comment class="example.output" id="mpi">
        <module cmlx:templateRef="mpi">
            <list cmlx:templateRef="timing" dictRef="mpi">
               <array dataType="xsd:string" dictRef="l:section" size="6">Pair Neigh Comm Output Modify Other</array>
               <array dataType="xsd:double" dictRef="l:mintime" size="5">7788.3 0 31.058 0.7443 382.03</array>
               <array dataType="xsd:double" dictRef="l:avgtime" size="6">8256.6 0 515.6 0.75185 383.51 2.165</array>
               <array dataType="xsd:double" dictRef="l:maxtime" size="5">8740.9 0 984.98 0.98648 384.29</array>
               <array dataType="xsd:double" dictRef="l:varavg" size="5">295.9 0.0 1185.4 4.6 3.6</array>
               <array dataType="xsd:double" dictRef="l:totalpercent" size="6">90.15 0.00 5.63 0.01 4.19 0.02</array>
            </list>
         </module>
    </comment>






Template definition



<record repeat="3" />
<record repeat="*" id="timing">{X,l:section}\|{F,l:mintime}\|{F,l:avgtime}\|{F,l:maxtime}\|{F,l:varavg}\|{F,l:totalpercent}</record>
<record>{X,l:section}\|\s+\|{F,l:avgtime}\|\s+\|\s+\|{F,l:totalpercent}</record>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='l:section']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='l:mintime']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='l:avgtime']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='l:maxtime']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='l:varavg']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='l:totalpercent']" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="addAttribute" xpath=".//cml:list" name="dictRef" value="mpi" />
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walltime


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	LAMMPS log



	id

	walltime



	pattern

	\s*Total\swall\stime.*



	endPattern

	\s*



	endPattern2

	~



	xml:base

	job/walltime.xml







Input



Total wall time: 5:33:31






Output text



<comment class="example.output" id="walltime">
        <module cmlx:templateRef="walltime">
            <scalar dataType="xsd:string" dictRef="cc:walltime">2:32:38</scalar>
            <scalar dataType="xsd:integer" dictRef="cc:walltime" id="walltime" units="si:s">9158</scalar>
        </module>
    </comment>






Template definition



<record>\s*Total\swall\stime:{X,cc:walltime}</record>
<transform process="copy" xpath=".//cml:scalar[@dictRef='cc:walltime']" to=".." id="walltimetmp" />
<transform process="split" splitter=":" xpath=".//cml:scalar[@dictRef='cc:walltime' and @id='copy.0']" />
<transform process="addChild" xpath="." elementName="cml:scalar" id="walltime" dictRef="cc:walltime" value="$number(      number(.//cml:list/cml:list/cml:scalar[position() = 1]) * 3600 +      number(.//cml:list/cml:list/cml:scalar[position() = 2]) * 60 +      number(.//cml:list/cml:list/cml:scalar[position() = 3])     )" />
<transform process="pullup" xpath="./cml:list/cml:scalar" />
<transform process="delete" xpath="./cml:list" />
<transform process="addUnits" xpath="./cml:scalar[@id='walltime']" value="si:s" />
<transform process="addAttribute" xpath="./cml:scalar[@id='walltime']" name="dataType" value="xsd:integer" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	LAMMPS log



	id

	header



	name

	LAMPS header



	pattern

	\s*LAMMPS\s+\(.*



	endPattern

	.*$\s*Reading\s*data\s*file.*



	endPattern2

	\s\s\S+.*$\S+.*



	endPattern3

	\s\s\S+.*$\s*



	endOffset

	1



	xml:base

	header.xml







Input



LAMMPS (29 Oct 2020)
  using 6 OpenMP thread(s) per MPI task
units         metal






Output text



<comment class="example.output" id="header">
       <module cmlx:templateRef="header">
          <list cmlx:templateRef="program">
             <scalar dataType="xsd:string" dictRef="cc:program">LAMMPS</scalar>
             <scalar dataType="xsd:string" dictRef="cc:programVersion">29 Oct 2020</scalar>
          </list>
       </module>
    </comment>






Template definition



<record id="program">{A,cc:program}\({X,cc:programVersion}\).*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	LAMMPS data file



	id

	lammps.data



	name

	LAMMPS data file



	xml:base

	topTemplate.xml
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.. container:: formalpara-title






Input




# UO2 8x8x8

    6144  atoms

       2  atom types

 0.00000000e+00  4.33627680e+01  xlo xhi
 0.00000000e+00  4.33627680e+01  ylo yhi
 0.00000000e+00  4.33627680e+01  zlo zhi
 0.0 0.0 0.0 xy xz yz

 Atoms

       1        1  2.710173e+00  0.000000e+00  0.000000e+00
       2        1  2.710173e+00  2.710173e+00  2.710173e+00
       3        1  0.000000e+00  0.000000e+00  2.710173e+00
       4        1  0.000000e+00  2.710173e+00  0.000000e+00
       5        2  1.355087e+00  4.065260e+00  4.065260e+00
       6        2  1.355087e+00  1.355087e+00  4.065260e+00
       7        2  1.355087e+00  1.355087e+00  1.355087e+00
       ...

 Velocities

       1  0.000000e+00  0.000000e+00  0.000000e+00
       2  0.000000e+00  0.000000e+00  0.000000e+00
       3  0.000000e+00  0.000000e+00  0.000000e+00
       4  0.000000e+00  0.000000e+00  0.000000e+00
       ...

 Masses

       1  2.380289e+02 # U
       2  1.599940e+01 # O






Output text



<comment class="example.output" id="lammps.data">
        <module id="lammps.data">
           <module cmlx:templateRef="box">
              <scalar dataType="xsd:double" dictRef="l:xlo">0.00000000e+00</scalar>
              <scalar dataType="xsd:double" dictRef="l:xhi">4.33627680e+01</scalar>
              <scalar dataType="xsd:double" dictRef="l:ylo">0.00000000e+00</scalar>
              <scalar dataType="xsd:double" dictRef="l:yhi">4.33627680e+01</scalar>
              <scalar dataType="xsd:double" dictRef="l:zlo">0.00000000e+00</scalar>
              <scalar dataType="xsd:double" dictRef="l:zhi">4.33627680e+01</scalar>
           </module>
           <module cmlx:templateRef="tilt">
              <scalar dataType="xsd:double" dictRef="l:xyTilt">0.0</scalar>
              <scalar dataType="xsd:double" dictRef="l:xzTilt">0.0</scalar>
              <scalar dataType="xsd:double" dictRef="l:yzTilt">0.0</scalar>
           </module>
           <module cmlx:templateRef="atoms">
              <list cmlx:templateRef="records">
                  <list>
                     <scalar dataType="xsd:integer" dictRef="x:serial">1</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2.710173e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">0.000000e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">0.000000e+00</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:integer" dictRef="x:serial">2</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2.710173e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2.710173e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2.710173e+00</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:integer" dictRef="x:serial">3</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">0.000000e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">0.000000e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2.710173e+00</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:integer" dictRef="x:serial">4</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">0.000000e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2.710173e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">0.000000e+00</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:integer" dictRef="x:serial">5</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1.355087e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">4.065260e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">4.065260e+00</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:integer" dictRef="x:serial">6</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1.355087e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1.355087e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">4.065260e+00</scalar>
                  </list>
                  <list>
                     <scalar dataType="xsd:integer" dictRef="x:serial">7</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">2</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1.355087e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1.355087e+00</scalar>
                     <scalar dataType="xsd:double" dictRef="x:field">1.355087e+00</scalar>
                  </list>
              </list>
              <list dictRef="l:axis">
                 <array dictRef="cc:lattice">43.362768 0 0</array>
                 <array dictRef="cc:lattice">0 43.362768 0</array>
                 <array dictRef="cc:lattice">0 0 43.362768</array>
              </list>
           </module>
           <module cmlx:templateRef="masses">
              <list cmlx:templateRef="atomType">
                 <list>
                    <scalar dataType="xsd:integer" dictRef="x:serial">1</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:atomicmass">2.380289e+02</scalar>
                    <scalar dictRef="cc:atomType">U</scalar>
                 </list>
                 <list>
                    <scalar dataType="xsd:integer" dictRef="x:serial">2</scalar>
                    <scalar dataType="xsd:double" dictRef="cc:atomicmass">1.599940e+01</scalar>
                    <scalar dictRef="cc:atomType">O</scalar>
                 </list>
              </list>
              <map id="atomTypeLabels">
                 <link from="1" to="U" />
                 <link from="2" to="O" />
              </map>
           </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="box" name="box" pattern=".*xlo\s+xhi" endPattern=".*zlo\s+zhi" endOffset="1">    <record>{E,l:xlo}{E,l:xhi}xlo\s+xhi</record>    <record>{E,l:ylo}{E,l:yhi}ylo\s+yhi</record>    <record>{E,l:zlo}{E,l:zhi}zlo\s+zhi</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template id="tilt" pattern=".*xy\s+xz\s+yz" endPattern=".*" endOffset="0">    <record>{E,l:xyTilt}{E,l:xzTilt}{E,l:yzTilt}xy\s+xz\s+yz</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template id="atoms" pattern="\s*Atoms\s*(#.*)?$.*$\s*(\S+\s+){10}\S+\s*" endPattern=".*[0-9]\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="records" repeat="*">{I,x:serial}\s{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}</record>
        </template>  <template id="atoms" pattern="\s*Atoms\s*(#.*)?$.*$\s*(\S+\s+){9}\S+\s*" endPattern=".*[0-9]\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="records" repeat="*">{I,x:serial}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}</record>
        </template>  <template id="atoms" pattern="\s*Atoms\s*(#.*)?$.*$\s*(\S+\s+){8}\S+\s*" endPattern=".*[0-9]\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="records" repeat="*">{I,x:serial}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}</record>
        </template>  <template id="atoms" pattern="\s*Atoms\s*(#.*)?$.*$\s*(\S+\s+){7}\S+\s*" endPattern=".*[0-9]\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="records" repeat="*">{I,x:serial}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}</record>
        </template>  <template id="atoms" pattern="\s*Atoms\s*(#.*)?$.*$\s*(\S+\s+){6}\S+\s*" endPattern=".*[0-9]\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="records" repeat="*">{I,x:serial}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}</record>
        </template>  <template id="atoms" pattern="\s*Atoms\s*(#.*)?$.*$\s*(\S+\s+){5}\S+\s*" endPattern=".*[0-9]\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="records" repeat="*">{I,x:serial}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}</record>
        </template>  <template id="atoms" pattern="\s*Atoms\s*(#.*)?$.*$\s*(\S+\s+){4}\S+\s*" endPattern=".*[0-9]\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="records" repeat="*">{I,x:serial}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}\s+{E,x:field}</record>
        </template>  <template id="masses" pattern="\s*Masses\s*(#.*)?" endPattern="\s*[0-9].*$\s+" endPattern2="~" endOffset="1">    <record repeat="2" />    <record id="atomType" name="atomType" repeat="*">{I,x:serial}{E,cc:atomicmass}.*</record>    <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='atomType']/cml:list" elementName="cml:scalar" dictRef="cc:atomType" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(1.0079,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="H" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(4.0026,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="He" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(6.941,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Li" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(9.0122,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Be" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(10.811,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="B" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(12.0107,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="C" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(14.0067,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="N" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(15.9994,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="O" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(18.9984,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="F" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(20.1797,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ne" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(22.9897,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Na" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(24.305,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Mg" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(26.9815,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Al" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(28.0855,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Si" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(30.9738,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="P" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(32.065,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="S" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(35.453,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cl" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(39.948,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ar" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(39.0983,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="K" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(40.078,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ca" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(44.9559,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Sc" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(47.867,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ti" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(50.9415,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="V" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(51.9961,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cr" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(54.9381,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Mn" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(55.845,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Fe" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(58.9332,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Co" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(58.6934,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ni" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(63.546,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cu" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(65.409,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Zn" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(69.723,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ga" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(72.64,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ge" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(74.9216,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="As" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(78.96,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Se" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(79.904,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Br" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(83.798,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Kr" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(85.4678,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Rb" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(87.62,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Sr" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(88.9059,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Y" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(91.224,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Zr" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(92.9064,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Nb" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(95.94,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Mo" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(98,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Tc" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(101.07,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ru" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(102.9055,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Rh" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(106.42,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Pd" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(107.8682,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ag" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(112.411,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cd" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(114.818,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="In" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(118.71,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Sn" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(121.76,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Sb" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(127.6,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Te" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(126.9045,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="I" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(131.293,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Xe" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(132.9055,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cs" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(137.327,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ba" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(178.49,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Hf" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(180.9479,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ta" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(183.84,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="W" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(186.207,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Re" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(190.23,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Os" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(192.217,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ir" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(195.079,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Pt" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(196.9665,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Au" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(200.59,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Hg" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(204.3833,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Tl" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(207.2,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Pb" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(208.9804,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Bi" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(209,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Po" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(210,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="At" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(222,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Rn" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(223,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Fr" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(226,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ra" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(261,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Rf" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(262,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Db" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(266,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Sg" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(264,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Bh" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(277,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Hs" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(268,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Mt" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(281,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ds" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(272,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Rg" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(285,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cn" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(286,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Nh" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(289,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Fl" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(290,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Mc" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(292,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Lv" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(294,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ts" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(294,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Og" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(138.9055,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="La" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(140.116,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ce" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(140.9077,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Pr" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(144.24,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Nd" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(145,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Pm" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(150.36,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Sm" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(151.964,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Eu" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(157.25,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Gd" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(158.9253,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Tb" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(162.5,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Dy" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(164.9303,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ho" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(167.259,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Er" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(168.9342,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Th" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(173.04,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Yb" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(174.967,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Lu" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(227,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Ac" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(232.0381,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Th" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(231.0359,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Pa" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(238.0289,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="U" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(237,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Np" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(244,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Pu" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(243,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Am" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(247,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cm" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(247,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Bk" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(251,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Cf" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(252,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Es" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(257,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Fm" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(258,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Md" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(259,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="No" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:atomicmass' and round-half-to-even(text(),2) = round-half-to-even(262,2)]/following-sibling::cml:scalar[@dictRef='cc:atomType']" value="Lr" />    <transform process="addMap" xpath="." id="atomTypeLabels" from=".//cml:scalar[@dictRef='x:serial']" to=".//cml:scalar[@dictRef='cc:atomType']" />
        </template>
    </templateList>
<transform process="delete" xpath="//cml:list[count(*) = 0]" />
<transform process="delete" xpath="//cml:list[count(*) = 0]" />
<transform process="addChild" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']" elementName="cml:list" dictRef="l:axis" />
<transform process="addChild" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']/cml:list[@dictRef='l:axis']" elementName="cml:array" dictRef="x:lattice1" />
<transform process="setValue" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']/cml:list[@dictRef='l:axis']/cml:array[@dictRef='x:lattice1']" value="$string(         concat(           number(//cml:scalar[@dictRef='l:xhi'])-number(//cml:scalar[@dictRef='l:xlo']),           ' 0 0')         )" />
<transform process="addChild" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']/cml:list[@dictRef='l:axis']" elementName="cml:array" dictRef="x:lattice2" />
<transform process="setValue" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']/cml:list[@dictRef='l:axis']/cml:array[@dictRef='x:lattice2']" value="$string(         concat((           if(exists(//cml:scalar[@dictRef='l:xyTilt'])) then number(//cml:scalar[@dictRef='l:xyTilt']) else '0'),            ' ',            number(//cml:scalar[@dictRef='l:yhi'])-number(//cml:scalar[@dictRef='l:ylo']),           ' 0')         )" />
<transform process="addChild" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']/cml:list[@dictRef='l:axis']" elementName="cml:array" dictRef="x:lattice3" />
<transform process="setValue" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']/cml:list[@dictRef='l:axis']/cml:array[@dictRef='x:lattice3']" value="$string(          concat(             if(exists(//cml:scalar[@dictRef='l:xzTilt'])) then number(//cml:scalar[@dictRef='l:xzTilt']) else '0',                          ' ',                         if(exists(//cml:scalar[@dictRef='l:yzTilt'])) then number(//cml:scalar[@dictRef='l:yzTilt']) else '0',             ' ',             number(//cml:scalar[@dictRef='l:zhi'])-number(//cml:scalar[@dictRef='l:zlo']))            )" />
<transform process="addAttribute" xpath="/cml:module/cml:module[@cmlx:templateRef='atoms']/cml:list[@dictRef='l:axis']/cml:array" name="dictRef" value="cc:lattice" />
<transform process="delete" xpath="//cml:list[count(*) = 0]" />
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MOLCAS


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	module.header

	basisset

	coordinates

	wave.specs

	pcm

	kirkwood

	seward.generate

	wave.printout

	scf-ksdft

	orbital.specs

	orbital.specs.fermi

	ci.expansion

	mixed.ci.coeffs

	caspt2.root

	mulliken
	mulliken.header

	mulliken.charges

	mulliken.spin





	symmetry

	properties
	root

	mol.props





	loprop

	extras

	multicaspt2

	final.caspt2

	spin.orbit
	eigenvalues





	spin.free
	eigenvalues

	strengths





	energy.statistics

	vibrations

	thermochemistry
	zpve





	constraint

	cchc

	atom.expansion

	dynamic.loprop

	molcas.input








          

      

      

    

  

  
    

    module.header
    

    

   


  

    
      
          
            
  
module.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	module.header



	name

	Module header



	pattern

	\s*(\(\)){20,}\s*$\s*MOLCAS\sexecuting\smodule.*



	pattern2

	\s*—\s*Start\s*Module.*



	endPattern

	\s*



	endPattern2

	\s*—\s*



	endPattern3

	~



	repeat

	*



	xml:base

	modules/module.header.xml







Input



()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()
                                  MOLCAS executing module SEWARD with 400 MB of memory
                                              at 14:02:49 Mon May 30 2011
()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()()






Input



--- Start Module: slapaf at Wed Jan 20 21:04:10 2016






Output text



<comment class="example.output" id="module.header">
        <module cmlx:templateRef="module.header">
            <scalar dataType="xsd:string" dictRef="m:module">SEWARD</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">14:02:49 Mon May 30 2011</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="">
        <module cmlx:templateRef="module.header">
            <scalar dataType="xsd:string" dictRef="m:module">slapaf</scalar>
            <scalar dataType="xsd:string" dictRef="cc:runDate">Wed Jan 20 21:04:10 2016</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*(\(\)){20,}\s*$\s*MOLCAS\sexecuting\smodule.*" endPattern="~">    <record />    <record>\s*MOLCAS\sexecuting\smodule{X,m:module}with.*</record>    <record>\s*at\s*{X,cc:runDate}</record>

        </template>  <template pattern="\s*---\s*Start.*" endPattern="~">    <record>\s*---\s*Start\s*Module:{A,m:module}at{X,cc:runDate}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="1" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:module" />








          

      

      

    

  

  
    

    basisset
    

    

   


  

    
      
          
            
  
basisset


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	basisset



	name

	Basis set section



	pattern

	\s*Basis\sset\slabel.*



	endPattern

	\s*\*{10,}.*



	endPattern2

	~



	endPattern3

	\-\-.*



	endPattern4

	\+\+\s*Molecular\sstructure\sinfo.*



	endOffset

	0



	repeat

	*



	xml:base

	modules/basisset.xml







Input



      Basis set label:C.CC-PVTZ..........

      Valence basis set:
      ==================
      Associated Effective Charge  6.000000 au
      Associated Actual Charge     6.000000 au
      Nuclear Model: Point charge


      Shell  nPrim  nBasis  Cartesian Spherical Contaminant
         s      10       4        X
         p       5       3        X
         d       2       2                 X
         f       1       1                 X
      Basis set label:O.CC-PVTZ.........

      Valence basis set:
      ==================
      Associated Effective Charge  8.000000 au
      Associated Actual Charge     8.000000 au
      Nuclear Model: Point charge


      Shell  nPrim  nBasis  Cartesian Spherical Contaminant
         s      10       4        X
         p       5       3        X
         d       2       2                 X
         f       1       1                 X
      Basis set label:H.CC-PVTZ.........

      Valence basis set:
      ==================
      Associated Effective Charge  1.000000 au
      Associated Actual Charge     1.000000 au
      Nuclear Model: Point charge


      Shell  nPrim  nBasis  Cartesian Spherical Contaminant
         s       5       3        X
         p       2       2        X
         d       1       1                 X


++       Molecular structure info:






Input



      Basis set label:C.ANO-S...3S2P.

      Valence basis set:
      ------------------
      Associated Effective Charge  6.000000 au
      Associated Actual Charge     6.000000 au
      Nuclear Model: Point charge

      Shell  nPrim  nBasis  Cartesian Spherical Contaminant
         s      10       3        X
         p       6       2        X


      Basis set label:O.ANO-S...3S2P.

      Valence basis set:
      ------------------
      Associated Effective Charge  8.000000 au
      Associated Actual Charge     8.000000 au
      Nuclear Model: Point charge

      Shell  nPrim  nBasis  Cartesian Spherical Contaminant
         s      10       3        X
         p       6       2        X


      Basis set label:H.ANO-S...2S.

      Valence basis set:
      ------------------
      Associated Effective Charge  1.000000 au
      Associated Actual Charge     1.000000 au
      Nuclear Model: Point charge

      Shell  nPrim  nBasis  Cartesian Spherical Contaminant
         s       7       2        X
--


++    Molecular structure info:






Output text



<comment class="example.output" id="basisset">
         <module cmlx:templateRef="basisset">
            <module cmlx:templateRef="section">
               <array dataType="xsd:string" delimiter="|" dictRef="m:basis" size="12">C|CC-PVTZ||||||||||</array>
               <module cmlx:templateRef="valence">
                  <scalar dataType="xsd:double" dictRef="m:effectivecharge">6.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="m:actualCharge">6.000000</scalar>
                  <list cmlx:templateRef="shells">
                     <array dataType="xsd:string" dictRef="m:shell" size="4">s p d f</array>
                     <array dataType="xsd:integer" dictRef="m:nprim" size="4">10 5 2 1</array>
                     <array dataType="xsd:integer" dictRef="m:nbasis" size="4">4 3 2 1</array>
                  </list>
               </module>
            </module>
            <module cmlx:templateRef="section">
               <array dataType="xsd:string" delimiter="|" dictRef="m:basis" size="11">O|CC-PVTZ|||||||||</array>
               <module cmlx:templateRef="valence">
                  <scalar dataType="xsd:double" dictRef="m:effectivecharge">8.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="m:actualCharge">8.000000</scalar>
                  <list cmlx:templateRef="shells">
                     <array dataType="xsd:string" dictRef="m:shell" size="4">s p d f</array>
                     <array dataType="xsd:integer" dictRef="m:nprim" size="4">10 5 2 1</array>
                     <array dataType="xsd:integer" dictRef="m:nbasis" size="4">4 3 2 1</array>
                  </list>
               </module>
            </module>
            <module cmlx:templateRef="section">
               <array dataType="xsd:string" delimiter="|" dictRef="m:basis" size="11">H|CC-PVTZ|||||||||</array>
               <module cmlx:templateRef="valence">
                  <scalar dataType="xsd:double" dictRef="m:effectivecharge">1.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="m:actualCharge">1.000000</scalar>
                  <list cmlx:templateRef="shells">
                     <array dataType="xsd:string" dictRef="m:shell" size="3">s p d</array>
                     <array dataType="xsd:integer" dictRef="m:nprim" size="3">5 2 1</array>
                     <array dataType="xsd:integer" dictRef="m:nbasis" size="3">3 2 1</array>
                  </list>
               </module>
            </module>
         </module>
    </comment>






Output text



<comment class="example.output" id="basisset2">
        <module cmlx:templateRef="basisset">
            <module cmlx:templateRef="section">
               <array dataType="xsd:string" delimiter="|" dictRef="m:basis" size="6">C|ANO-S|||3S2P|</array>
               <module cmlx:templateRef="valence">
                  <scalar dataType="xsd:double" dictRef="m:effectivecharge">6.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="m:actualCharge">6.000000</scalar>
                  <list cmlx:templateRef="shells">
                     <array dataType="xsd:string" dictRef="m:shell" size="2">s p</array>
                     <array dataType="xsd:integer" dictRef="m:nprim" size="2">10 6</array>
                     <array dataType="xsd:integer" dictRef="m:nbasis" size="2">3 2</array>
                  </list>
               </module>
            </module>
            <module cmlx:templateRef="section">
               <array dataType="xsd:string" delimiter="|" dictRef="m:basis" size="6">O|ANO-S|||3S2P|</array>
               <module cmlx:templateRef="valence">
                  <scalar dataType="xsd:double" dictRef="m:effectivecharge">8.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="m:actualCharge">8.000000</scalar>
                  <list cmlx:templateRef="shells">
                     <array dataType="xsd:string" dictRef="m:shell" size="2">s p</array>
                     <array dataType="xsd:integer" dictRef="m:nprim" size="2">10 6</array>
                     <array dataType="xsd:integer" dictRef="m:nbasis" size="2">3 2</array>
                  </list>
               </module>
            </module>
            <module cmlx:templateRef="section">
               <array dataType="xsd:string" delimiter="|" dictRef="m:basis" size="6">H|ANO-S|||2S|</array>
               <module cmlx:templateRef="valence">
                  <scalar dataType="xsd:double" dictRef="m:effectivecharge">1.000000</scalar>
                  <scalar dataType="xsd:double" dictRef="m:actualCharge">1.000000</scalar>
                  <list cmlx:templateRef="shells">
                     <array dataType="xsd:string" dictRef="m:shell" size="1">s</array>
                     <array dataType="xsd:integer" dictRef="m:nprim" size="1">7</array>
                     <array dataType="xsd:integer" dictRef="m:nbasis" size="1">2</array>
                  </list>
               </module>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <template id="section" pattern=".*Basis\sset\slabel.*" endPattern=".*Basis\sset\slabel.*" endPattern2="~" endOffset="0" repeat="*">    <templateList>      <template id="param12" pattern="\s*Basis\sset\slabel:(.*\.){11}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}\.{X,m:basis6}\.{X,m:basis7}\.{X,m:basis8}\.{X,m:basis9}\.{X,m:basis10}\.{X,m:basis11}\.{X,m:basis12}.*</record>
                </template>      <template id="param11" pattern="\s*Basis\sset\slabel:(.*\.){10}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}\.{X,m:basis6}\.{X,m:basis7}\.{X,m:basis8}\.{X,m:basis9}\.{X,m:basis10}\.{X,m:basis11}.*</record>
                </template>      <template id="param10" pattern="\s*Basis\sset\slabel:(.*\.){9}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}\.{X,m:basis6}\.{X,m:basis7}\.{X,m:basis8}\.{X,m:basis9}\.{X,m:basis10}.*</record>
                </template>      <template id="param9" pattern="\s*Basis\sset\slabel:(.*\.){8}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}\.{X,m:basis6}\.{X,m:basis7}\.{X,m:basis8}\.{X,m:basis9}.*</record>
                </template>      <template id="param8" pattern="\s*Basis\sset\slabel:(.*\.){7}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}\.{X,m:basis6}\.{X,m:basis7}\.{X,m:basis8}.*</record>
                </template>      <template id="param7" pattern="\s*Basis\sset\slabel:(.*\.){6}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}\.{X,m:basis6}\.{X,m:basis7}.*</record>
                </template>      <template id="param6" pattern="\s*Basis\sset\slabel:(.*\.){5}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}\.{X,m:basis6}.*</record>
                </template>      <template id="param5" pattern="\s*Basis\sset\slabel:(.*\.){4}.*" endPattern=".*">        <record>\s*Basis\sset\slabel:{X,m:basis}\.{X,m:basis2}\.{X,m:basis3}\.{X,m:basis4}\.{X,m:basis5}.*</record>
                </template>      <template id="valence" pattern="\s*Valence\sbasis\sset:" pattern2="\s*Electronic\svalence\sbasis\sset:" endPattern="\s*Effective\sCore\sPotential.*" endPattern2="~">        <record repeat="2" />        <record>\s*Associated\sEffective\sCharge{F,m:effectivecharge}.*</record>        <record>\s*Associated\sActual\sCharge{F,m:actualCharge}.*</record>        <templateList>          <template id="shells" pattern="\s*Shell\s+nPrim.*" endPattern="~">            <record />            <record id="shells" repeat="*" makeArray="true">{A,m:shell}{I,m:nprim}{I,m:nbasis}.*</record>            <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='shells']" />
                        </template>
                    </templateList>
                </template>
            </templateList>    <transform process="createArray" delimiter="|" xpath="." from=".//cml:scalar[starts-with(@dictRef,'m:basis')]" />    <transform process="pullup" xpath=".//cml:array[@dictRef='m:basis']" repeat="2" />    <transform process="pullup" xpath=".//cml:array[@dictRef='m:basis']" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	coordinates



	name

	Cartesian coordinates



	pattern

	\s+&
#92;*{20,}\s*$\s+\*\*\*\*\s+Cartesian\sCoordinates\s\/\sBohr,\sAngstrom.*



	pattern2

	\s*Cartesian\scoordinates\sin\sAngstrom:\s*



	endPattern

	.*[0-9]\s*$\s*



	endPattern2

	.*[0-9]\s*$\s*-{20,}\s*



	endOffset

	1



	repeat

	*



	xml:base

	modules/coordinates.xml







Input



               ************************************************
               **** Cartesian Coordinates / Bohr, Angstrom ****
               ************************************************

Center  Label                x              y              z                     x              y              z
   1      N1              -0.000329       0.000000      -8.480849             -0.000174       0.000000      -4.487872
   2      C2               0.000056       0.000000       1.868456              0.000030       0.000000       0.988744
   3      C3               0.000079       2.304225       0.461974              0.000042       1.219344       0.244466
   4      C4               0.000093       2.296046      -2.173609              0.000049       1.215015      -1.150224
   5      C5               0.000078      -2.304225       0.461974              0.000041      -1.219344       0.244466
   6      C6               0.000095      -2.296046      -2.173609              0.000050      -1.215015      -1.150224
   7      C7               0.000061       0.000000      -3.552689              0.000032       0.000000      -1.880002
   8      C8              -0.000120       0.000000      -6.258363             -0.000064       0.000000      -3.311783
   9      H9               0.000105       4.105435      -3.202743              0.000056       2.172503      -1.694818
  10      H10              0.000042       4.135857       1.440732              0.000022       2.188601       0.762403
  11      H11              0.000115      -4.105435      -3.202743              0.000061      -2.172503      -1.694818
  12      H12              0.000032      -4.135857       1.440732              0.000017      -2.188601       0.762403
  13      N13              0.000007       0.000000       4.892017              0.000004       0.000000       2.588744
  14      C14              1.309504      -2.268145       5.818004              0.692960      -1.200251       3.078755
  15      H15              1.669031      -2.077449       7.798631              0.883213      -1.099338       4.126858
  16      H16              0.150759      -3.893763       5.496772              0.079778      -2.060490       2.908767
  17      H17              3.061892      -2.484185       4.832624              1.620284      -1.314574       2.557314
  18      C18              1.309506       2.268143       5.818004              0.692961       1.200250       3.078755
  19      H19              0.179321       3.901209       5.438146              0.094893       2.064431       2.877743
  20      H20              1.611150       2.105902       7.810791              0.852584       1.114395       4.133292
  21      H21              3.091220       2.448281       4.879091              1.635803       1.295574       2.581904






Input



Cartesian coordinates in Angstrom:
-----------------------------------------------------
No.  Label        X            Y            Z
-----------------------------------------------------
 1   N1        -0.00017425   0.00000000  -4.48787180
 2   C2         0.00002955   0.00000000   0.98874410
 3   C3         0.00004205   1.21934360   0.24446610
 4   C4         0.00004915   1.21501530  -1.15022430
 5   C5         0.00004115  -1.21934360   0.24446610
 6   C6         0.00005015  -1.21501530  -1.15022430
 7   C7         0.00003235   0.00000000  -1.88000200
 8   C8        -0.00006365   0.00000000  -3.31178300
 9   H9         0.00005565   2.17250290  -1.69481840
10   H10        0.00002205   2.18860110   0.76240260
11   H11        0.00006095  -2.17250290  -1.69481840
12   H12        0.00001705  -2.18860110   0.76240260
13   N13        0.00000365   0.00000000   2.58874410
14   C14        0.69295969  -1.20025054   3.07875488
15   H15        0.88321339  -1.09933846   4.12685806
16   H16        0.07977834  -2.06049040   2.90876657
17   H17        1.62028373  -1.31457415   2.55731434
18   C18        0.69296088   1.20024985   3.07875488
19   H19        0.09489284   2.06443086   2.87774294
20   H20        0.85258368   1.11439520   4.13329248
21   H21        1.63580339   1.29557437   2.58190356
-----------------------------------------------------






Output text



<comment class="example.output" id="coordinates">
        <module cmlx:templateRef="coordinates">
            <list id="coordinates">
                <scalar dataType="xsd:string" dictRef="x:label">N1</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C2</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C3</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C4</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C5</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C6</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C7</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C8</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H9</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H10</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H11</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H12</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">N13</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C14</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H15</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H16</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H17</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C18</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H19</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H20</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H21</scalar>
                <array dataType="xsd:double" dictRef="cc:x3" size="21">-0.000174 0.000030 0.000042 0.000049 0.000041 0.000050 0.000032 -0.000064 0.000056 0.000022 0.000061 0.000017 0.000004 0.692960 0.883213 0.079778 1.620284 0.692961 0.094893 0.852584 1.635803</array>
                <array dataType="xsd:double" dictRef="cc:y3" size="21">0.000000 0.000000 1.219344 1.215015 -1.219344 -1.215015 0.000000 0.000000 2.172503 2.188601 -2.172503 -2.188601 0.000000 -1.200251 -1.099338 -2.060490 -1.314574 1.200250 2.064431 1.114395 1.295574</array>
                <array dataType="xsd:double" dictRef="cc:z3" size="21">-4.487872 0.988744 0.244466 -1.150224 0.244466 -1.150224 -1.880002 -3.311783 -1.694818 0.762403 -1.694818 0.762403 2.588744 3.078755 4.126858 2.908767 2.557314 3.078755 2.877743 4.133292 2.581904</array>
            </list>
         </module>
    </comment>






Output text



<comment class="example.output" id="coordinates2">
         <module cmlx:templateRef="coordinates">
            <list id="coordinates">
                <scalar dataType="xsd:string" dictRef="x:label">N1</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C2</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C3</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C4</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C5</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C6</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C7</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C8</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H9</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H10</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H11</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H12</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">N13</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C14</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H15</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H16</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H17</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">C18</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H19</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H20</scalar>
                <scalar dataType="xsd:string" dictRef="x:label">H21</scalar>
                <array dataType="xsd:double" dictRef="cc:x3" size="21">-0.00017425 0.00002955 0.00004205 0.00004915 0.00004115 0.00005015 0.00003235 -0.00006365 0.00005565 0.00002205 0.00006095 0.00001705 0.00000365 0.69295969 0.88321339 0.07977834 1.62028373 0.69296088 0.09489284 0.85258368 1.63580339</array>
                <array dataType="xsd:double" dictRef="cc:y3" size="21">0.00000000 0.00000000 1.21934360 1.21501530 -1.21934360 -1.21501530 0.00000000 0.00000000 2.17250290 2.18860110 -2.17250290 -2.18860110 0.00000000 -1.20025054 -1.09933846 -2.06049040 -1.31457415 1.20024985 2.06443086 1.11439520 1.29557437</array>
                <array dataType="xsd:double" dictRef="cc:z3" size="21">-4.48787180 0.98874410 0.24446610 -1.15022430 0.24446610 -1.15022430 -1.88000200 -3.31178300 -1.69481840 0.76240260 -1.69481840 0.76240260 2.58874410 3.07875488 4.12685806 2.90876657 2.55731434 3.07875488 2.87774294 4.13329248 2.58190356</array>
            </list>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s+\*{20,}\s*$\s+\*\*\*\*\s+Cartesian\sCoordinates\s\/\sBohr,\sAngstrom.*" endPattern="~">    <record repeat="5" />    <record repeat="*">{A,cc:serial}{A,x:label}\s+\S+\s+\S+\s+\S+\s+{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
        </template>  <template pattern="\s*Cartesian\scoordinates\sin\sAngstrom:\s*" endPattern="~">    <record repeat="4" />    <record repeat="*">{I,cc:serial}{A,x:label}{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:x3']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:y3']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:z3']" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="addChild" xpath="." elementName="cml:list" id="coordinates" />
<transform process="move" xpath=".//cml:scalar" to=".//cml:list[@id='coordinates']" />
<transform process="move" xpath=".//cml:array" to=".//cml:list[@id='coordinates']" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />
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wave.specs


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	wave.specs



	name

	Wave function specifications



	pattern

	.*Wave\sfunction\sspecifications:.*



	endPattern

	\s*\-\-\s*



	endPattern2

	\s*$((?!Number).)*



	endPattern3

	~



	repeat

	*



	xml:base

	modules/wave.specs.xml







Input



++       Wave function specifications:
      Wave function specifications:
      -----------------------------

      Number of closed shell electrons          14
      Number of electrons in active shells       4
      Max number of holes in RAS1 space          0
      Max nr of electrons in RAS3 space          0
      Number of inactive orbitals                7
      Number of active orbitals                  4
      Number of secondary orbitals             105
      Spin quantum number                      0.0
      State symmetry                             1

--






Output text



<comment class="example.output" id="wave.specs">
         <module cmlx:templateRef="wave.specs">
            <scalar dataType="xsd:integer" dictRef="m:closedelec">14</scalar>
            <scalar dataType="xsd:integer" dictRef="m:activeelec">4</scalar>
            <scalar dataType="xsd:integer" dictRef="m:ras1holes">0</scalar>
            <scalar dataType="xsd:integer" dictRef="m:ras3holes">0</scalar>
            <scalar dataType="xsd:integer" dictRef="m:inactiveorbitals">7</scalar>
            <scalar dataType="xsd:integer" dictRef="m:activeorbitals">4</scalar>
            <scalar dataType="xsd:integer" dictRef="m:secondaryorbitals">105</scalar>
            <scalar dataType="xsd:double" dictRef="m:spinquantumnum">0.0</scalar>
            <scalar dataType="xsd:integer" dictRef="m:statesymm">1</scalar>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Number\sof\sclosed\sshell\selectrons.*" endPattern=".*" endPattern2="~">    <record>\s*Number\sof\sclosed\sshell\selectrons{I,m:closedelec}</record>
        </template>  <template pattern="\s*Number\sof\selectrons\sin\sactive\sshells.*" endPattern=".*" endPattern2="~">    <record>\s*Number\sof\selectrons\sin\sactive\sshells{I,m:activeelec}</record>
        </template>  <template pattern="\s*Max\snumber\sof\sholes\sin\sRAS1\sspace.*" endPattern=".*" endPattern2="~">    <record>\s*Max\snumber\sof\sholes\sin\sRAS1\sspace{I,m:ras1holes}</record>
        </template>  <template pattern="\s*Max\s(nr|number)\sof\selectrons\sin\sRAS3\sspace.*" endPattern=".*" endPattern2="~">    <record>\s*Max\s(nr|number)\sof\selectrons\sin\sRAS3\sspace{I,m:ras3holes}</record>
        </template>  <template pattern="\s*Number\sof\sinactive\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Number\sof\sinactive\sorbitals{I,m:inactiveorbitals}</record>
        </template>  <template pattern="\s*Number\sof\sactive\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Number\sof\sactive\sorbitals{I,m:activeorbitals}</record>
        </template>  <template pattern="\s*Number\sof\ssecondary\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Number\sof\ssecondary\sorbitals{I,m:secondaryorbitals}</record>
        </template>  <template pattern="\s*Spin\squantum\snumber.*" endPattern=".*" endPattern2="~">    <record>\s*Spin\squantum\snumber{F,m:spinquantumnum}</record>
        </template>  <template pattern="\s*State\ssymmetry.*" endPattern=".*" endPattern2="~">    <record>\s*State\ssymmetry{I,m:statesymm}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	pcm



	name

	Polarizable Continuum Model (PCM)



	pattern

	\s*Polarizable\sContinuum\sModel\s\(PCM\)\sactivated.*



	endPattern

	\s*



	xml:base

	modules/pcm.xml







Input



Polarizable Continuum Model (PCM) activated
Solvent:water
Version: Conductor
Average area for surface element on the cavity boundary: 0.4000 Angstrom^2
Minimum radius for added spheres: 0.2000 Angstrom
Calculation type    : equilibrium






Output text



<comment class="example.output" id="pcm">
         <module cmlx:templateRef="pcm">
            <scalar dataType="xsd:string" dictRef="m:solvent">Water</scalar>
            <scalar dataType="xsd:string" dictRef="m:solventVersion">Dielectric</scalar>
            <scalar dataType="xsd:double" dictRef="m:avgarea" units="nonsi:angstrom2">0.4000</scalar>
            <scalar dataType="xsd:double" dictRef="m:minsphererad" units="nonsi:angstrom">0.2000</scalar>
            <scalar dataType="xsd:string" dictRef="m:calctype">equilibrium</scalar>
         </module>
    </comment>






Template definition



<record />
<record>\s*Solvent:{X,m:solvent}</record>
<record>\s*Version:{X,m:solventVersion}</record>
<record>\s*Average\sarea\sfor\ssurface\selement\son\sthe\scavity\sboundary:{F,m:avgarea}.*</record>
<record>\s*Minimum\sradius\sfor\sadded\sspheres:{F,m:minsphererad}.*</record>
<record>\s*Calculation\stype\s+:{X,m:calctype}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='m:avgarea']" value="nonsi:angstrom2" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='m:minsphererad']" value="nonsi:angstrom" />
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kirkwood


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	kirkwood



	name

	Kirkwood model



	pattern

	\s*Reaction\sField\scalculation:\sthe\sKirkwood\smodel.*



	endPattern

	\s*



	xml:base

	modules/kirkwood.xml







Input



Reaction Field calculation: the Kirkwood model
 Dielectric Constant : 0.800E+02
 Eps_opt             : 0.100E+01
 Radius of Cavity(au): 0.475E+01
 l_Max               : 4
 Calculation type    : equilibrium






Output text



<comment class="example.output" id="kirkwood">
        <module cmlx:templateRef="kirkwood">
            <scalar dataType="xsd:double" dictRef="m:dielectricvalue">0.800E+02</scalar>
            <scalar dataType="xsd:double" dictRef="m:epsopt">0.100E+01</scalar>
            <scalar dataType="xsd:double" dictRef="m:cavityradius" units="nonsi:angstrom">0.475E+01</scalar>
            <scalar dataType="xsd:double" dictRef="m:lmax">4</scalar>
            <scalar dataType="xsd:string" dictRef="m:calctype">equilibrium</scalar>
        </module>
    </comment>






Template definition



<record />
<record>\s*Dielectric\sConstant\s:{E,m:dielectricvalue}</record>
<record>\s*Eps_opt\s*:{E,m:epsopt}</record>
<record>\s*Radius\sof\sCavity\(au\):{E,m:cavityradius}</record>
<record>\s*l_Max\s+:{F,m:lmax}</record>
<record>\s*Calculation\stype\s+:{X,m:calctype}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='m:cavityradius']" value="nonsi:angstrom" />
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Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	seward.generate



	name

	SEWARD module generate section



	pattern

	\s*SEWARD\swill\sgenerate:.*



	endPattern

	\s*(Integrals|Nuclear\s*Potential).*



	endPattern2

	\s*



	offset

	1



	xml:base

	modules/seward/generate.xml







Input



SEWARD will generate:
   Multipole Moment integrals up to order  2
   Kinetic Energy integrals
   Nuclear Attraction integrals (point charge)
   One-Electron Hamiltonian integrals
   Relativistic Douglas-Kroll-Hess integrals:
     - Parametrization         : EXP
     - DKH order of Hamiltonian: 2
     - DKH order of Properties : 0
          - multipole moment operators
          - electric potential operators
          - contact operators
   Atomic mean-field integrals
   Cholesky decomposed two-electron repulsion integrals
    - CD Threshold:   0.10E-05






Output text



<comment class="example.output" id="seward.generate">
        <module>
           <list cmlx:templateRef="seward.line">
              <scalar dataType="xsd:string" dictRef="x:line">Multipole Moment integrals up to order  2</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">Kinetic Energy integrals</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">Nuclear Attraction integrals (point charge)</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">One-Electron Hamiltonian integrals</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">Relativistic Douglas-Kroll-Hess integrals:</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">- Parametrization         : EXP</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">- DKH order of Hamiltonian: 2</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">- DKH order of Properties : 0</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">- multipole moment operators</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">- electric potential operators</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">- contact operators</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">Atomic mean-field integrals</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">Cholesky decomposed two-electron repulsion integrals</scalar>
              <scalar dataType="xsd:string" dictRef="x:line">- CD Threshold:   0.10E-05</scalar>
           </list>
        </module>
    </comment>






Template definition



<record id="seward.line" repeat="*">{X,x:line}</record>
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wave.printout


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	wave.printout



	name

	Wave function printout



	pattern

	\s*\*+\s*$\s*Wave\sfunction\sprintout:.*



	endPattern

	\s*\*+\s*$\s*\*+.*



	xml:base

	modules/wave.printout.xml







Input



************************************************************************************************************************
                                                Wave function printout:
                 occupation of active orbitals, and spin coupling of open shells (u,d: Spin up or down)
************************************************************************************************************************

Note: transformation to natural orbitals
has been made, which may change the order of the CSFs.

printout of CI-coefficients larger than  0.05 for root  1
energy=   -694.009990
conf/sym  111111 2222222222     Coeff  Weight
  253969  uu0002 2220000000  -0.93990 0.88342
  254236  u0u002 2220000000   0.19611 0.03846
  254503  0uu002 2220000000  -0.18716 0.03503
  254770  u00u02 2220000000   0.05317 0.00283
  255037  0u0u02 2220000000  -0.08568 0.00734
  255571  u000u2 2220000000  -0.10758 0.01157
  256105  00u0u2 2220000000   0.06019 0.00362

printout of CI-coefficients larger than  0.05 for root  2
energy=   -694.009798
conf/sym  111111 2222222222     Coeff  Weight
  253969  uu0002 2220000000   0.15714 0.02469
  254236  u0u002 2220000000   0.00441 0.00191
  254503  0uu002 2220000000   0.20213 0.04086
  254770  u00u02 2220000000  -0.10303 0.01062
  255304  00uu02 2220000000  -0.08898 0.00792
  255838  0u00u2 2220000000  -0.07620 0.00581
  554235  u0u002 2220000000   0.00441 0.00191
  554236  u0u002 2220000000   0.00441 0.11111
  554237  u0u002 2220000000   0.00441 0.22222


printout of CI-coefficients larger than  0.05 for root  3
energy=   -694.009352
conf/sym  111111 2222222222     Coeff  Weight
  253969  uu0002 2220000000  -0.22149 0.04906
  254236  u0u002 2220000000  -0.16396 0.02688
  254503  0uu002 2220000000   0.93807 0.87997
  255304  00uu02 2220000000  -0.08866 0.00786
  255838  0u00u2 2220000000   0.11060 0.01223
  256105  00u0u2 2220000000   0.07362 0.00542

printout of CI-coefficients larger than  0.05 for root  4
energy=   -693.919360
conf/sym  111111 2222222222     Coeff  Weight
  254770  u00u02 2220000000  -0.12238 0.01498
  255037  0u0u02 2220000000  -0.37688 0.14204
  255304  00uu02 2220000000   0.06288 0.00395
  255571  u000u2 2220000000   0.65916 0.43449
  255838  0u00u2 2220000000  -0.05344 0.00286
  256105  00u0u2 2220000000   0.62101 0.38565

printout of CI-coefficients larger than  0.05 for root  5
energy=   -693.919007
conf/sym  111111 2222222222     Coeff  Weight
  254770  u00u02 2220000000  -0.56634 0.32074
  255037  0u0u02 2220000000  -0.40877 0.16709
  255304  00uu02 2220000000   0.18386 0.03380
  255571  u000u2 2220000000  -0.16076 0.02584
  255838  0u00u2 2220000000   0.64282 0.41322
  256105  00u0u2 2220000000  -0.15208 0.02313

printout of CI-coefficients larger than  0.05 for root  6
energy=   -693.918783
conf/sym  111111 2222222222     Coeff  Weight
  254770  u00u02 2220000000  -0.37908 0.14370
  255037  0u0u02 2220000000   0.46520 0.21641
  255304  00uu02 2220000000   0.64557 0.41676
  255571  u000u2 2220000000  -0.21341 0.04554
  255838  0u00u2 2220000000  -0.19192 0.03683
  256105  00u0u2 2220000000   0.35174 0.12372

printout of CI-coefficients larger than  0.05 for root  7
energy=   -693.874404
conf/sym  111111 2222222222     Coeff  Weight
  253969  uu0002 2220000000  -0.12981 0.01685
  254503  0uu002 2220000000   0.09884 0.00977
  254770  u00u02 2220000000  -0.24296 0.05903
  255037  0u0u02 2220000000   0.12522 0.01568
  255304  00uu02 2220000000   0.25374 0.06438
  255571  u000u2 2220000000   0.59479 0.35378
  255838  0u00u2 2220000000  -0.20529 0.04214
  256105  00u0u2 2220000000  -0.64854 0.42061

printout of CI-coefficients larger than  0.05 for root  8
energy=   -693.873980
conf/sym  111111 2222222222     Coeff  Weight
  254236  u0u002 2220000000  -0.15953 0.02545
  254770  u00u02 2220000000  -0.46405 0.21534
  255037  0u0u02 2220000000  -0.38370 0.14723
  255304  00uu02 2220000000  -0.26156 0.06841
  255571  u000u2 2220000000  -0.28694 0.08233
  255838  0u00u2 2220000000  -0.66290 0.43944
  256105  00u0u2 2220000000  -0.05625 0.00316

printout of CI-coefficients larger than  0.05 for root  9
energy=   -693.873198
conf/sym  111111 2222222222     Coeff  Weight
  253969  uu0002 2220000000   0.10271 0.01055
  254503  0uu002 2220000000   0.12606 0.01589
  254770  u00u02 2220000000   0.46518 0.21639
  255037  0u0u02 2220000000  -0.53409 0.28525
  255304  00uu02 2220000000   0.61503 0.37827
  255571  u000u2 2220000000  -0.16546 0.02738
  255838  0u00u2 2220000000  -0.17574 0.03088
  256105  00u0u2 2220000000  -0.13289 0.01766

printout of CI-coefficients larger than  0.05 for root 10
energy=   -693.782865
conf/sym  111111 2222222222     Coeff  Weight
  256372  000uu2 2220000000   0.99160 0.98328

printout of CI-coefficients larger than  0.05 for root 11
energy=   -690.881757
conf/sym  111111 2222222222     Coeff  Weight
   33340  2uu002 2200000000   0.08578 0.00736
   33343  2uu002 2020000000  -0.06809 0.00464
   33421  u2u002 2200000000   0.06529 0.00426
   33505  uu2002 2020000000   0.07675 0.00589
  164335  uu2002 u2d0000000  -0.05304 0.00281
  216856  u2u002 0220000000  -0.09782 0.00957
  240619  2u000u 2220000000  -0.34248 0.11729
  241153  20u00u 2220000000   0.40899 0.16728
  241420  udu00u 2220000000   0.40252 0.16203
  241687  02u00u 2220000000  -0.38988 0.15201
  241954  uud00u 2220000000   0.35914 0.12898
  242488  0u200u 2220000000  -0.34040 0.11587
  245959  2000uu 2220000000  -0.07731 0.00598
  246493  0200uu 2220000000  -0.08272 0.00684
  247294  0020uu 2220000000  -0.06279 0.00394

printout of CI-coefficients larger than  0.05 for root 12
energy=   -690.881640
conf/sym  111111 2222222222     Coeff  Weight
   33340  2uu002 2200000000  -0.06321 0.00399
   33341  2uu002 2du0000000  -0.05578 0.00311
   33342  2uu002 2ud0000000  -0.06363 0.00405
   33343  2uu002 2020000000   0.05937 0.00352
   33421  u2u002 2200000000   0.08059 0.00650
   35124  0u20u2 2ud0000000   0.05020 0.00252
   93449  2uu002 du20000000   0.06087 0.00371
  163982  2uu002 ud20000000   0.05799 0.00336
  164336  uu2002 ud20000000   0.08004 0.00641
  164512  2u0u02 u2d0000000  -0.05295 0.00280
  216856  u2u002 0220000000  -0.06975 0.00487
  217123  uu2002 0220000000   0.06367 0.00405
  240619  2u000u 2220000000   0.50361 0.25362
  240886  u2000u 2220000000  -0.27120 0.07355
  241153  20u00u 2220000000   0.29302 0.08586
  241420  udu00u 2220000000   0.15568 0.02424
  241687  02u00u 2220000000  -0.29442 0.08669
  241954  uud00u 2220000000   0.10736 0.01153
  242221  u0200u 2220000000   0.27178 0.07387
  242488  0u200u 2220000000   0.48394 0.23420
  242755  200u0u 2220000000  -0.07992 0.00639
  243289  020u0u 2220000000  -0.06256 0.00391
  244090  002u0u 2220000000  -0.08087 0.00654

printout of CI-coefficients larger than  0.05 for root 13
energy=   -690.879835
conf/sym  111111 2222222222     Coeff  Weight
   33340  2uu002 2200000000  -0.05852 0.00342
   33343  2uu002 2020000000  -0.06222 0.00387
   33502  uu2002 2200000000   0.06253 0.00391
   33829  uduu02 2020000000  -0.05866 0.00344
   34799  udu0u2 2du0000000   0.05882 0.00346
   34800  udu0u2 2ud0000000   0.07546 0.00569
   93626  u2u002 du20000000   0.05261 0.00277
   94510  uduu02 d2u0000000  -0.06746 0.00455
   96635  udu0u2 du20000000   0.05435 0.00295
  163981  2uu002 u2d0000000   0.06203 0.00385
  164159  u2u002 ud20000000   0.05814 0.00338
  165043  uduu02 u2d0000000  -0.07688 0.00591
  167168  udu0u2 ud20000000   0.05968 0.00356
  216589  2uu002 0220000000   0.14589 0.02128
  240886  u2000u 2220000000  -0.05991 0.00359
  241153  20u00u 2220000000  -0.19256 0.03708
  241420  udu00u 2220000000   0.76989 0.59274
  241687  02u00u 2220000000   0.19144 0.03665
  241954  uud00u 2220000000  -0.42057 0.17688
  248629  uu00du 2220000000  -0.05585 0.00312

printout of CI-coefficients larger than  0.05 for root 14
energy=   -690.879468
conf/sym  111111 2222222222     Coeff  Weight
   33340  2uu002 2200000000   0.05128 0.00263
   33423  u2u002 2ud0000000   0.08093 0.00655
   33502  uu2002 2200000000   0.13479 0.01817
   34962  uud0u2 2ud0000000  -0.05433 0.00295
   93626  u2u002 du20000000  -0.06270 0.00393
  164159  u2u002 ud20000000  -0.08727 0.00762
  165397  uudu02 u2d0000000   0.06829 0.00466
  167522  uud0u2 ud20000000  -0.06113 0.00374
  217123  uu2002 0220000000  -0.06956 0.00484
  240619  2u000u 2220000000  -0.22190 0.04924
  240886  u2000u 2220000000  -0.36212 0.13113
  241153  20u00u 2220000000   0.20688 0.04280
  241420  udu00u 2220000000  -0.26172 0.06850
  241687  02u00u 2220000000  -0.20890 0.04364
  241954  uud00u 2220000000  -0.58331 0.34025
  242221  u0200u 2220000000   0.35904 0.12891
  242488  0u200u 2220000000  -0.21140 0.04469
  244891  0uud0u 2220000000  -0.05308 0.00282

printout of CI-coefficients larger than  0.05 for root 15
energy=   -690.879445
conf/sym  111111 2222222222     Coeff  Weight
   33421  u2u002 2200000000  -0.06996 0.00489
   33424  u2u002 2020000000   0.10866 0.01181
   33503  uu2002 2du0000000   0.06289 0.00396
   33504  uu2002 2ud0000000   0.07574 0.00574
   33505  uu2002 2020000000  -0.05920 0.00351
  163982  2uu002 ud20000000   0.07030 0.00494
  164158  u2u002 u2d0000000  -0.05384 0.00290
  164336  uu2002 ud20000000  -0.07257 0.00527
  164689  u20u02 u2d0000000  -0.05421 0.00294
  165397  uudu02 u2d0000000   0.05105 0.00261
  165574  u02u02 u2d0000000   0.05580 0.00311
  240619  2u000u 2220000000   0.12257 0.01502
  240886  u2000u 2220000000   0.46627 0.21741
  241153  20u00u 2220000000   0.31849 0.10143
  241687  02u00u 2220000000  -0.30593 0.09359
  241954  uud00u 2220000000  -0.43586 0.18998
  242221  u0200u 2220000000  -0.46581 0.21698
  242488  0u200u 2220000000   0.12140 0.01474

printout of CI-coefficients larger than  0.05 for root 16
energy=   -690.870737
conf/sym  111111 2222222222     Coeff  Weight
   33340  2uu002 2200000000   0.06652 0.00443
   33343  2uu002 2020000000   0.10264 0.01054
   33421  u2u002 2200000000   0.09001 0.00810
   33422  u2u002 2du0000000  -0.08021 0.00643
   33423  u2u002 2ud0000000  -0.11285 0.01273
   33502  uu2002 2200000000   0.17110 0.02927
   33503  uu2002 2du0000000   0.05057 0.00256
   33504  uu2002 2ud0000000   0.07156 0.00512
   33505  uu2002 2020000000  -0.13886 0.01928
   34234  uuud02 2020000000   0.06530 0.00426
   36176  uuu0d2 2du0000000  -0.05742 0.00330
   36177  uuu0d2 2ud0000000  -0.08105 0.00657
   93448  2uu002 d2u0000000  -0.06444 0.00415
   93626  u2u002 du20000000   0.09859 0.00972
   95395  uuud02 d2u0000000   0.06345 0.00403
   99644  uuu0d2 du20000000  -0.05177 0.00268
  163981  2uu002 u2d0000000  -0.09115 0.00831
  163982  2uu002 ud20000000  -0.06606 0.00436
  164159  u2u002 ud20000000   0.13943 0.01944
  165928  uuud02 u2d0000000   0.08955 0.00802
  170176  uuu0d2 u2d0000000   0.05341 0.00285
  170177  uuu0d2 ud20000000  -0.07318 0.00536
  216589  2uu002 0220000000  -0.16866 0.02845
  216856  u2u002 0220000000  -0.07479 0.00559
  251299  uuu00d 2220000000  -0.85781 0.73584

printout of CI-coefficients larger than  0.05 for root 17
energy=   -690.837178
conf/sym  111111 2222222222     Coeff  Weight
   33340  2uu002 2200000000   0.10841 0.01175
   33343  2uu002 2020000000  -0.06760 0.00457
   35124  0u20u2 2ud0000000   0.06221 0.00387
  166637  2u00u2 ud20000000  -0.05988 0.00359
  216856  u2u002 0220000000   0.06425 0.00413
  217123  uu2002 0220000000   0.07904 0.00625
  240619  2u000u 2220000000  -0.43415 0.18849
  241153  20u00u 2220000000   0.38576 0.14881
  241687  02u00u 2220000000   0.39042 0.15243
  242488  0u200u 2220000000   0.45958 0.21122
  243022  ud0u0u 2220000000  -0.07830 0.00613
  243289  020u0u 2220000000   0.05033 0.00253
  244090  002u0u 2220000000  -0.08537 0.00729
  244357  uu0d0u 2220000000   0.14745 0.02174
  244891  0uud0u 2220000000   0.21072 0.04440
  245959  2000uu 2220000000  -0.13089 0.01713
  246226  ud00uu 2220000000  -0.06032 0.00364
  246493  0200uu 2220000000   0.06345 0.00403
  247027  0ud0uu 2220000000   0.09934 0.00987
  247294  0020uu 2220000000   0.06913 0.00478
  248629  uu00du 2220000000   0.05118 0.00262
  248896  u0u0du 2220000000  -0.16666 0.02777

printout of CI-coefficients larger than  0.05 for root 18
energy=   -690.836820
conf/sym  111111 2222222222     Coeff  Weight
   33341  2uu002 2du0000000   0.05590 0.00313
   33342  2uu002 2ud0000000   0.07669 0.00588
   33421  u2u002 2200000000   0.05323 0.00283
   34881  02u0u2 2ud0000000  -0.05001 0.00250
   93449  2uu002 du20000000  -0.05723 0.00327
  163982  2uu002 ud20000000  -0.06950 0.00483
  164866  20uu02 u2d0000000   0.05772 0.00333
  216856  u2u002 0220000000  -0.07944 0.00631
  217123  uu2002 0220000000   0.07416 0.00550
  240619  2u000u 2220000000  -0.37532 0.14086
  240886  u2000u 2220000000  -0.13436 0.01805
  241153  20u00u 2220000000  -0.42900 0.18404
  241687  02u00u 2220000000  -0.44623 0.19912
  242221  u0200u 2220000000  -0.14555 0.02118
  242488  0u200u 2220000000   0.37363 0.13960
  242755  200u0u 2220000000   0.13238 0.01752
  243289  020u0u 2220000000  -0.07339 0.00539
  243556  u0du0u 2220000000   0.06860 0.00471
  243823  0udu0u 2220000000   0.11565 0.01337
  244090  002u0u 2220000000  -0.05829 0.00340
  244357  uu0d0u 2220000000   0.05321 0.00283
  244624  u0ud0u 2220000000  -0.11374 0.01294
  244891  0uud0u 2220000000  -0.07557 0.00571
  246226  ud00uu 2220000000   0.06683 0.00447
  246493  0200uu 2220000000  -0.06205 0.00385
  247294  0020uu 2220000000   0.05637 0.00318
  248629  uu00du 2220000000  -0.16100 0.02592
  249163  0uu0du 2220000000   0.21661 0.04692

printout of CI-coefficients larger than  0.05 for root 19
energy=   -690.835997
conf/sym  111111 2222222222     Coeff  Weight
   33421  u2u002 2200000000  -0.08968 0.00804
   33424  u2u002 2020000000   0.08757 0.00767
   33504  uu2002 2ud0000000  -0.06238 0.00389
   93803  uu2002 du20000000   0.05509 0.00303
  164336  uu2002 ud20000000   0.09294 0.00864
  164689  u20u02 u2d0000000  -0.06307 0.00398
  165574  u02u02 u2d0000000  -0.07834 0.00614
  166814  u200u2 ud20000000   0.06893 0.00475
  167699  u020u2 ud20000000   0.06124 0.00375
  217657  u20u02 0220000000   0.05404 0.00292
  240619  2u000u 2220000000  -0.10390 0.01079
  240886  u2000u 2220000000   0.57515 0.33080
  241153  20u00u 2220000000  -0.09745 0.00950
  241687  02u00u 2220000000  -0.09431 0.00889
  242221  u0200u 2220000000   0.57568 0.33141
  242488  0u200u 2220000000   0.10459 0.01094
  243022  ud0u0u 2220000000  -0.06681 0.00446
  243289  020u0u 2220000000   0.06425 0.00413
  243556  u0du0u 2220000000  -0.05448 0.00297
  243823  0udu0u 2220000000  -0.05896 0.00348
  244090  002u0u 2220000000  -0.09589 0.00919
  244357  uu0d0u 2220000000  -0.13246 0.01754
  244624  u0ud0u 2220000000  -0.19051 0.03630
  246226  ud00uu 2220000000   0.09990 0.00998
  247027  0ud0uu 2220000000  -0.13469 0.01814
  248629  uu00du 2220000000   0.15678 0.02458
  248896  u0u0du 2220000000  -0.12448 0.01549

printout of CI-coefficients larger than  0.05 for root 20
energy=   -690.786905
conf/sym  111111 2222222222     Coeff  Weight
   34234  uuud02 2020000000   0.05575 0.00311
   36175  uuu0d2 2200000000   0.10423 0.01086
   36178  uuu0d2 2020000000  -0.11319 0.01281
  170176  uuu0d2 u2d0000000   0.06137 0.00377
  170177  uuu0d2 ud20000000   0.05357 0.00287
  170353  uu0ud2 u2d0000000   0.05351 0.00286
  170885  uu0022 ud20000000  -0.05336 0.00285
  240886  u2000u 2220000000   0.15292 0.02338
  241153  20u00u 2220000000   0.07837 0.00614
  241687  02u00u 2220000000   0.06859 0.00470
  242221  u0200u 2220000000   0.14108 0.01990
  243022  ud0u0u 2220000000  -0.07980 0.00637
  243289  020u0u 2220000000   0.10691 0.01143
  243556  u0du0u 2220000000  -0.07415 0.00550
  243823  0udu0u 2220000000  -0.11516 0.01326
  244090  002u0u 2220000000  -0.06334 0.00401
  244357  uu0d0u 2220000000   0.34128 0.11647
  244624  u0ud0u 2220000000   0.16060 0.02579
  244891  0uud0u 2220000000  -0.12554 0.01576
  247027  0ud0uu 2220000000  -0.10212 0.01043
  248629  uu00du 2220000000  -0.53928 0.29082
  248896  u0u0du 2220000000   0.40912 0.16738
  249163  0uu0du 2220000000   0.33370 0.11136
  250231  u0002u 2220000000  -0.07706 0.00594
  250765  00u02u 2220000000   0.07095 0.00503
  252367  uu00ud 2220000000  -0.06983 0.00488
  252634  u0u0ud 2220000000   0.05075 0.00258

printout of CI-coefficients larger than  0.05 for root 21
energy=   -690.786693
conf/sym  111111 2222222222     Coeff  Weight
   34233  uuud02 2ud0000000   0.07221 0.00521
   36177  uuu0d2 2ud0000000   0.05229 0.00273
   36178  uuu0d2 2020000000  -0.06938 0.00481
   36663  0uu022 2ud0000000   0.05383 0.00290
   95396  uuud02 du20000000  -0.06236 0.00389
  165929  uuud02 ud20000000  -0.08592 0.00738
  166282  u0u202 u2d0000000   0.05818 0.00338
  225934  uuu0d2 0220000000   0.10364 0.01074
  240619  2u000u 2220000000   0.10522 0.01107
  241153  20u00u 2220000000   0.10341 0.01069
  241687  02u00u 2220000000   0.10189 0.01038
  242221  u0200u 2220000000  -0.05882 0.00346
  242488  0u200u 2220000000  -0.12808 0.01641
  242755  200u0u 2220000000  -0.12547 0.01574
  243823  0udu0u 2220000000  -0.05917 0.00350
  244090  002u0u 2220000000   0.10120 0.01024
  244357  uu0d0u 2220000000  -0.14281 0.02039
  244624  u0ud0u 2220000000  -0.53061 0.28154
  244891  0uud0u 2220000000  -0.12938 0.01674
  245158  u0020u 2220000000   0.05133 0.00264
  246226  ud00uu 2220000000  -0.10681 0.01141
  246493  0200uu 2220000000   0.06789 0.00461
  247027  0ud0uu 2220000000   0.05030 0.00253
  247294  0020uu 2220000000  -0.08164 0.00666
  248629  uu00du 2220000000  -0.17481 0.03056
  248896  u0u0du 2220000000  -0.35740 0.12773
  249163  0uu0du 2220000000   0.50082 0.25082
  249697  0u0udu 2220000000   0.05491 0.00302
  250498  0u002u 2220000000   0.07250 0.00526
  251833  u0uu0d 2220000000  -0.06772 0.00459
  252901  0uu0ud 2220000000   0.06526 0.00426

printout of CI-coefficients larger than  0.05 for root 22
energy=   -690.786134
conf/sym  111111 2222222222     Coeff  Weight
   34231  uuud02 2200000000  -0.11849 0.01404
   35853  0uudu2 2ud0000000   0.05596 0.00313
  165929  uuud02 ud20000000   0.06574 0.00432
  219526  uuud02 0220000000   0.10775 0.01161
  240619  2u000u 2220000000   0.12553 0.01576
  241153  20u00u 2220000000  -0.10004 0.01001
  241687  02u00u 2220000000  -0.11637 0.01354
  242221  u0200u 2220000000   0.05550 0.00308
  242488  0u200u 2220000000  -0.11233 0.01262
  243022  ud0u0u 2220000000   0.05265 0.00277
  244090  002u0u 2220000000   0.06248 0.00390
  244357  uu0d0u 2220000000   0.50959 0.25969
  244891  0uud0u 2220000000   0.57390 0.32936
  245158  u0020u 2220000000  -0.05536 0.00307
  245425  0u020u 2220000000   0.06296 0.00396
  245692  00u20u 2220000000  -0.07562 0.00572
  245959  2000uu 2220000000   0.13307 0.01771
  246226  ud00uu 2220000000   0.06929 0.00480
  246493  0200uu 2220000000  -0.06328 0.00400
  246760  u0d0uu 2220000000  -0.05333 0.00284
  247027  0ud0uu 2220000000  -0.12686 0.01609
  247294  0020uu 2220000000  -0.07036 0.00495
  248896  u0u0du 2220000000  -0.35787 0.12807
  249163  0uu0du 2220000000   0.06489 0.00421
  251566  uu0u0d 2220000000   0.06425 0.00413
  252100  0uuu0d 2220000000   0.07372 0.00543

Natural orbitals and occupation numbers for root  1
sym 1:   0.998888   0.998867   0.012289   0.008192   0.005460   1.998630
sym 2:   1.992718   1.991726   1.990330   0.000386   0.000364   0.000302   0.000233   0.000111   0.000173   0.001330


Natural orbitals and occupation numbers for root  2
sym 1:   0.996602   0.014632   0.996641   0.005399   0.010397   1.998639
sym 2:   1.991427   1.990471   1.992873   0.000312   0.000396   0.000349   0.000241   0.000165   0.000113   0.001341


Natural orbitals and occupation numbers for root  3
sym 1:   0.012857   0.998303   0.998267   0.008866   0.005373   1.998631
sym 2:   1.990394   1.991701   1.992712   0.000348   0.000310   0.000380   0.000113   0.000245   0.000170   0.001329


Natural orbitals and occupation numbers for root  4
sym 1:   0.840099   0.170729   0.009193   0.167265   0.839252   1.998551
sym 2:   1.991130   1.990126   1.991359   0.000129   0.000346   0.000352   0.000218   0.000191   0.000261   0.000799


Natural orbitals and occupation numbers for root  5
sym 1:   0.301645   0.709207   0.009176   0.707819   0.298689   1.998553
sym 2:   1.991239   1.991339   1.990048   0.000338   0.000153   0.000249   0.000242   0.000186   0.000320   0.000797


Natural orbitals and occupation numbers for root  6
sym 1:   0.009178   0.142397   0.868442   0.867714   0.138783   1.998547
sym 2:   1.990192   1.991202   1.991266   0.000122   0.000342   0.000347   0.000187   0.000279   0.000213   0.000790


Natural orbitals and occupation numbers for root  7
sym 1:   0.038622   0.038842   0.972517   0.005986   0.972182   1.997808
sym 2:   1.988745   1.991439   1.991477   0.000402   0.000395   0.000221   0.000179   0.000134   0.000182   0.000869


Natural orbitals and occupation numbers for root  8
sym 1:   0.106042   0.905286   0.008720   0.103439   0.904678   1.997783
sym 2:   1.991473   1.988945   1.991225   0.000202   0.000386   0.000233   0.000153   0.000374   0.000184   0.000876


Natural orbitals and occupation numbers for root  9
sym 1:   0.103079   0.908260   0.008711   0.907659   0.100454   1.997779
sym 2:   1.988941   1.991247   1.991458   0.000375   0.000231   0.000385   0.000188   0.000212   0.000151   0.000870


Natural orbitals and occupation numbers for root 10
sym 1:   0.008958   0.008991   0.009023   1.001336   1.001332   1.998416
sym 2:   1.990111   1.990095   1.990065   0.000172   0.000174   0.000169   0.000283   0.000296   0.000288   0.000289


Natural orbitals and occupation numbers for root 11
sym 1:   1.045003   0.975010   1.004017   0.035435   0.053247   1.124496
sym 2:   1.899827   1.925029   1.922427   0.003096   0.002859   0.002719   0.000561   0.000576   0.000627   0.005072


Natural orbitals and occupation numbers for root 12
sym 1:   1.047633   0.990258   0.986146   0.053351   0.035416   1.124380
sym 2:   1.906284   1.931378   1.909727   0.002648   0.003011   0.002916   0.000591   0.000626   0.000564   0.005072


Natural orbitals and occupation numbers for root 13
sym 1:   1.025815   1.008228   0.997977   0.038765   0.038499   1.130985
sym 2:   1.894247   1.925344   1.924501   0.002527   0.002565   0.003016   0.000623   0.000685   0.000669   0.005556


Natural orbitals and occupation numbers for root 14
sym 1:   0.987009   1.018556   1.026559   0.038594   0.040007   1.129826
sym 2:   1.926925   1.920929   1.895946   0.003049   0.002733   0.002351   0.000684   0.000632   0.000646   0.005551


Natural orbitals and occupation numbers for root 15
sym 1:   1.007942   0.990648   1.033115   0.038431   0.039634   1.130719
sym 2:   1.927105   1.895369   1.921348   0.002662   0.003161   0.002343   0.000659   0.000692   0.000613   0.005559


Natural orbitals and occupation numbers for root 16
sym 1:   1.063846   1.064764   1.065727   0.029019   0.029007   1.256920
sym 2:   1.828197   1.827119   1.825900   0.001656   0.001689   0.001585   0.000377   0.000386   0.000373   0.003435


Natural orbitals and occupation numbers for root 17
sym 1:   0.908591   0.963076   1.071070   0.075429   0.099758   1.126799
sym 2:   1.905666   1.920180   1.913731   0.002676   0.003356   0.002569   0.000530   0.000663   0.000831   0.005076


Natural orbitals and occupation numbers for root 18
sym 1:   0.880681   1.087795   0.955965   0.115366   0.078031   1.126829
sym 2:   1.904691   1.916804   1.918136   0.003314   0.002684   0.002601   0.000541   0.000821   0.000664   0.005077


Natural orbitals and occupation numbers for root 19
sym 1:   0.947048   0.982141   1.030366   0.073161   0.085438   1.126910
sym 2:   1.921319   1.907348   1.910577   0.002684   0.002751   0.003141   0.000855   0.000613   0.000555   0.005092


Natural orbitals and occupation numbers for root 20
sym 1:   0.972111   0.913787   0.282462   0.195691   0.752899   1.121980
sym 2:   1.936717   1.904659   1.907258   0.002752   0.002039   0.001622   0.000718   0.000668   0.000732   0.003904


Natural orbitals and occupation numbers for root 21
sym 1:   0.789902   0.289371   0.969636   0.438154   0.629766   1.121880
sym 2:   1.908136   1.909186   1.931531   0.001632   0.002604   0.002071   0.000753   0.000770   0.000690   0.003918


Natural orbitals and occupation numbers for root 22
sym 1:   0.313000   0.827083   1.014771   0.716268   0.245977   1.122028
sym 2:   1.903250   1.934379   1.910888   0.001650   0.001946   0.002703   0.000657   0.000793   0.000724   0.003883

************************************************************************************************************************
*                                                                                                                      *






Output text



<comment class="example.output" id="wave.printout">
         <module cmlx:templateRef="wave.printout">
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">1</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-694.009990</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="7">253969 254236 254503 254770 255037 255571 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="7">uu0002 2220000000|u0u002 2220000000|0uu002 2220000000|u00u02 2220000000|0u0u02 2220000000|u000u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="7">-0.93990 0.19611 -0.18716 0.05317 -0.08568 -0.10758 0.06019</array>
               <array dataType="xsd:double" dictRef="m:weight" size="7">0.88342 0.03846 0.03503 0.00283 0.00734 0.01157 0.00362</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">2</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-694.009798</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="9">253969 254236 254503 254770 255304 255838 554235 554236 554237</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="9">uu0002 2220000000|u0u002 2220000000|0uu002 2220000000|u00u02 2220000000|00uu02 2220000000|0u00u2 2220000000|u0u002 2220000000|u0u002 2220000000|u0u002 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="9">0.15714 0.00441 0.20213 -0.10303 -0.08898 -0.07620 0.00441 0.00441 0.00441</array>
               <array dataType="xsd:double" dictRef="m:weight" size="9">0.02469 0.00191 0.04086 0.01062 0.00792 0.00581 0.00191 0.11111 0.22222</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">3</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-694.009352</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="6">253969 254236 254503 255304 255838 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="6">uu0002 2220000000|u0u002 2220000000|0uu002 2220000000|00uu02 2220000000|0u00u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="6">-0.22149 -0.16396 0.93807 -0.08866 0.11060 0.07362</array>
               <array dataType="xsd:double" dictRef="m:weight" size="6">0.04906 0.02688 0.87997 0.00786 0.01223 0.00542</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">4</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-693.919360</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="6">254770 255037 255304 255571 255838 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="6">u00u02 2220000000|0u0u02 2220000000|00uu02 2220000000|u000u2 2220000000|0u00u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="6">-0.12238 -0.37688 0.06288 0.65916 -0.05344 0.62101</array>
               <array dataType="xsd:double" dictRef="m:weight" size="6">0.01498 0.14204 0.00395 0.43449 0.00286 0.38565</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">5</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-693.919007</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="6">254770 255037 255304 255571 255838 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="6">u00u02 2220000000|0u0u02 2220000000|00uu02 2220000000|u000u2 2220000000|0u00u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="6">-0.56634 -0.40877 0.18386 -0.16076 0.64282 -0.15208</array>
               <array dataType="xsd:double" dictRef="m:weight" size="6">0.32074 0.16709 0.03380 0.02584 0.41322 0.02313</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">6</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-693.918783</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="6">254770 255037 255304 255571 255838 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="6">u00u02 2220000000|0u0u02 2220000000|00uu02 2220000000|u000u2 2220000000|0u00u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="6">-0.37908 0.46520 0.64557 -0.21341 -0.19192 0.35174</array>
               <array dataType="xsd:double" dictRef="m:weight" size="6">0.14370 0.21641 0.41676 0.04554 0.03683 0.12372</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">7</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-693.874404</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="8">253969 254503 254770 255037 255304 255571 255838 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="8">uu0002 2220000000|0uu002 2220000000|u00u02 2220000000|0u0u02 2220000000|00uu02 2220000000|u000u2 2220000000|0u00u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="8">-0.12981 0.09884 -0.24296 0.12522 0.25374 0.59479 -0.20529 -0.64854</array>
               <array dataType="xsd:double" dictRef="m:weight" size="8">0.01685 0.00977 0.05903 0.01568 0.06438 0.35378 0.04214 0.42061</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">8</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-693.873980</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="7">254236 254770 255037 255304 255571 255838 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="7">u0u002 2220000000|u00u02 2220000000|0u0u02 2220000000|00uu02 2220000000|u000u2 2220000000|0u00u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="7">-0.15953 -0.46405 -0.38370 -0.26156 -0.28694 -0.66290 -0.05625</array>
               <array dataType="xsd:double" dictRef="m:weight" size="7">0.02545 0.21534 0.14723 0.06841 0.08233 0.43944 0.00316</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">9</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-693.873198</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="8">253969 254503 254770 255037 255304 255571 255838 256105</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="8">uu0002 2220000000|0uu002 2220000000|u00u02 2220000000|0u0u02 2220000000|00uu02 2220000000|u000u2 2220000000|0u00u2 2220000000|00u0u2 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="8">0.10271 0.12606 0.46518 -0.53409 0.61503 -0.16546 -0.17574 -0.13289</array>
               <array dataType="xsd:double" dictRef="m:weight" size="8">0.01055 0.01589 0.21639 0.28525 0.37827 0.02738 0.03088 0.01766</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">10</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-693.782865</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="1">256372</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="2">000uu2|2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="1">0.99160</array>
               <array dataType="xsd:double" dictRef="m:weight" size="1">0.98328</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">11</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.881757</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="15">33340 33343 33421 33505 164335 216856 240619 241153 241420 241687 241954 242488 245959 246493 247294</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="15">2uu002 2200000000|2uu002 2020000000|u2u002 2200000000|uu2002 2020000000|uu2002 u2d0000000|u2u002 0220000000|2u000u 2220000000|20u00u 2220000000|udu00u 2220000000|02u00u 2220000000|uud00u 2220000000|0u200u 2220000000|2000uu 2220000000|0200uu 2220000000|0020uu 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="15">0.08578 -0.06809 0.06529 0.07675 -0.05304 -0.09782 -0.34248 0.40899 0.40252 -0.38988 0.35914 -0.34040 -0.07731 -0.08272 -0.06279</array>
               <array dataType="xsd:double" dictRef="m:weight" size="15">0.00736 0.00464 0.00426 0.00589 0.00281 0.00957 0.11729 0.16728 0.16203 0.15201 0.12898 0.11587 0.00598 0.00684 0.00394</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">12</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.881640</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="23">33340 33341 33342 33343 33421 35124 93449 163982 164336 164512 216856 217123 240619 240886 241153 241420 241687 241954 242221 242488 242755 243289 244090</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="23">2uu002 2200000000|2uu002 2du0000000|2uu002 2ud0000000|2uu002 2020000000|u2u002 2200000000|0u20u2 2ud0000000|2uu002 du20000000|2uu002 ud20000000|uu2002 ud20000000|2u0u02 u2d0000000|u2u002 0220000000|uu2002 0220000000|2u000u 2220000000|u2000u 2220000000|20u00u 2220000000|udu00u 2220000000|02u00u 2220000000|uud00u 2220000000|u0200u 2220000000|0u200u 2220000000|200u0u 2220000000|020u0u 2220000000|002u0u 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="23">-0.06321 -0.05578 -0.06363 0.05937 0.08059 0.05020 0.06087 0.05799 0.08004 -0.05295 -0.06975 0.06367 0.50361 -0.27120 0.29302 0.15568 -0.29442 0.10736 0.27178 0.48394 -0.07992 -0.06256 -0.08087</array>
               <array dataType="xsd:double" dictRef="m:weight" size="23">0.00399 0.00311 0.00405 0.00352 0.00650 0.00252 0.00371 0.00336 0.00641 0.00280 0.00487 0.00405 0.25362 0.07355 0.08586 0.02424 0.08669 0.01153 0.07387 0.23420 0.00639 0.00391 0.00654</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">13</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.879835</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="20">33340 33343 33502 33829 34799 34800 93626 94510 96635 163981 164159 165043 167168 216589 240886 241153 241420 241687 241954 248629</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="20">2uu002 2200000000|2uu002 2020000000|uu2002 2200000000|uduu02 2020000000|udu0u2 2du0000000|udu0u2 2ud0000000|u2u002 du20000000|uduu02 d2u0000000|udu0u2 du20000000|2uu002 u2d0000000|u2u002 ud20000000|uduu02 u2d0000000|udu0u2 ud20000000|2uu002 0220000000|u2000u 2220000000|20u00u 2220000000|udu00u 2220000000|02u00u 2220000000|uud00u 2220000000|uu00du 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="20">-0.05852 -0.06222 0.06253 -0.05866 0.05882 0.07546 0.05261 -0.06746 0.05435 0.06203 0.05814 -0.07688 0.05968 0.14589 -0.05991 -0.19256 0.76989 0.19144 -0.42057 -0.05585</array>
               <array dataType="xsd:double" dictRef="m:weight" size="20">0.00342 0.00387 0.00391 0.00344 0.00346 0.00569 0.00277 0.00455 0.00295 0.00385 0.00338 0.00591 0.00356 0.02128 0.00359 0.03708 0.59274 0.03665 0.17688 0.00312</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">14</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.879468</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="18">33340 33423 33502 34962 93626 164159 165397 167522 217123 240619 240886 241153 241420 241687 241954 242221 242488 244891</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="18">2uu002 2200000000|u2u002 2ud0000000|uu2002 2200000000|uud0u2 2ud0000000|u2u002 du20000000|u2u002 ud20000000|uudu02 u2d0000000|uud0u2 ud20000000|uu2002 0220000000|2u000u 2220000000|u2000u 2220000000|20u00u 2220000000|udu00u 2220000000|02u00u 2220000000|uud00u 2220000000|u0200u 2220000000|0u200u 2220000000|0uud0u 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="18">0.05128 0.08093 0.13479 -0.05433 -0.06270 -0.08727 0.06829 -0.06113 -0.06956 -0.22190 -0.36212 0.20688 -0.26172 -0.20890 -0.58331 0.35904 -0.21140 -0.05308</array>
               <array dataType="xsd:double" dictRef="m:weight" size="18">0.00263 0.00655 0.01817 0.00295 0.00393 0.00762 0.00466 0.00374 0.00484 0.04924 0.13113 0.04280 0.06850 0.04364 0.34025 0.12891 0.04469 0.00282</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">15</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.879445</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="18">33421 33424 33503 33504 33505 163982 164158 164336 164689 165397 165574 240619 240886 241153 241687 241954 242221 242488</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="18">u2u002 2200000000|u2u002 2020000000|uu2002 2du0000000|uu2002 2ud0000000|uu2002 2020000000|2uu002 ud20000000|u2u002 u2d0000000|uu2002 ud20000000|u20u02 u2d0000000|uudu02 u2d0000000|u02u02 u2d0000000|2u000u 2220000000|u2000u 2220000000|20u00u 2220000000|02u00u 2220000000|uud00u 2220000000|u0200u 2220000000|0u200u 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="18">-0.06996 0.10866 0.06289 0.07574 -0.05920 0.07030 -0.05384 -0.07257 -0.05421 0.05105 0.05580 0.12257 0.46627 0.31849 -0.30593 -0.43586 -0.46581 0.12140</array>
               <array dataType="xsd:double" dictRef="m:weight" size="18">0.00489 0.01181 0.00396 0.00574 0.00351 0.00494 0.00290 0.00527 0.00294 0.00261 0.00311 0.01502 0.21741 0.10143 0.09359 0.18998 0.21698 0.01474</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">16</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.870737</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="25">33340 33343 33421 33422 33423 33502 33503 33504 33505 34234 36176 36177 93448 93626 95395 99644 163981 163982 164159 165928 170176 170177 216589 216856 251299</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="25">2uu002 2200000000|2uu002 2020000000|u2u002 2200000000|u2u002 2du0000000|u2u002 2ud0000000|uu2002 2200000000|uu2002 2du0000000|uu2002 2ud0000000|uu2002 2020000000|uuud02 2020000000|uuu0d2 2du0000000|uuu0d2 2ud0000000|2uu002 d2u0000000|u2u002 du20000000|uuud02 d2u0000000|uuu0d2 du20000000|2uu002 u2d0000000|2uu002 ud20000000|u2u002 ud20000000|uuud02 u2d0000000|uuu0d2 u2d0000000|uuu0d2 ud20000000|2uu002 0220000000|u2u002 0220000000|uuu00d 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="25">0.06652 0.10264 0.09001 -0.08021 -0.11285 0.17110 0.05057 0.07156 -0.13886 0.06530 -0.05742 -0.08105 -0.06444 0.09859 0.06345 -0.05177 -0.09115 -0.06606 0.13943 0.08955 0.05341 -0.07318 -0.16866 -0.07479 -0.85781</array>
               <array dataType="xsd:double" dictRef="m:weight" size="25">0.00443 0.01054 0.00810 0.00643 0.01273 0.02927 0.00256 0.00512 0.01928 0.00426 0.00330 0.00657 0.00415 0.00972 0.00403 0.00268 0.00831 0.00436 0.01944 0.00802 0.00285 0.00536 0.02845 0.00559 0.73584</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">17</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.837178</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="22">33340 33343 35124 166637 216856 217123 240619 241153 241687 242488 243022 243289 244090 244357 244891 245959 246226 246493 247027 247294 248629 248896</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="22">2uu002 2200000000|2uu002 2020000000|0u20u2 2ud0000000|2u00u2 ud20000000|u2u002 0220000000|uu2002 0220000000|2u000u 2220000000|20u00u 2220000000|02u00u 2220000000|0u200u 2220000000|ud0u0u 2220000000|020u0u 2220000000|002u0u 2220000000|uu0d0u 2220000000|0uud0u 2220000000|2000uu 2220000000|ud00uu 2220000000|0200uu 2220000000|0ud0uu 2220000000|0020uu 2220000000|uu00du 2220000000|u0u0du 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="22">0.10841 -0.06760 0.06221 -0.05988 0.06425 0.07904 -0.43415 0.38576 0.39042 0.45958 -0.07830 0.05033 -0.08537 0.14745 0.21072 -0.13089 -0.06032 0.06345 0.09934 0.06913 0.05118 -0.16666</array>
               <array dataType="xsd:double" dictRef="m:weight" size="22">0.01175 0.00457 0.00387 0.00359 0.00413 0.00625 0.18849 0.14881 0.15243 0.21122 0.00613 0.00253 0.00729 0.02174 0.04440 0.01713 0.00364 0.00403 0.00987 0.00478 0.00262 0.02777</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">18</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.836820</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="28">33341 33342 33421 34881 93449 163982 164866 216856 217123 240619 240886 241153 241687 242221 242488 242755 243289 243556 243823 244090 244357 244624 244891 246226 246493 247294 248629 249163</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="28">2uu002 2du0000000|2uu002 2ud0000000|u2u002 2200000000|02u0u2 2ud0000000|2uu002 du20000000|2uu002 ud20000000|20uu02 u2d0000000|u2u002 0220000000|uu2002 0220000000|2u000u 2220000000|u2000u 2220000000|20u00u 2220000000|02u00u 2220000000|u0200u 2220000000|0u200u 2220000000|200u0u 2220000000|020u0u 2220000000|u0du0u 2220000000|0udu0u 2220000000|002u0u 2220000000|uu0d0u 2220000000|u0ud0u 2220000000|0uud0u 2220000000|ud00uu 2220000000|0200uu 2220000000|0020uu 2220000000|uu00du 2220000000|0uu0du 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="28">0.05590 0.07669 0.05323 -0.05001 -0.05723 -0.06950 0.05772 -0.07944 0.07416 -0.37532 -0.13436 -0.42900 -0.44623 -0.14555 0.37363 0.13238 -0.07339 0.06860 0.11565 -0.05829 0.05321 -0.11374 -0.07557 0.06683 -0.06205 0.05637 -0.16100 0.21661</array>
               <array dataType="xsd:double" dictRef="m:weight" size="28">0.00313 0.00588 0.00283 0.00250 0.00327 0.00483 0.00333 0.00631 0.00550 0.14086 0.01805 0.18404 0.19912 0.02118 0.13960 0.01752 0.00539 0.00471 0.01337 0.00340 0.00283 0.01294 0.00571 0.00447 0.00385 0.00318 0.02592 0.04692</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">19</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.835997</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="27">33421 33424 33504 93803 164336 164689 165574 166814 167699 217657 240619 240886 241153 241687 242221 242488 243022 243289 243556 243823 244090 244357 244624 246226 247027 248629 248896</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="27">u2u002 2200000000|u2u002 2020000000|uu2002 2ud0000000|uu2002 du20000000|uu2002 ud20000000|u20u02 u2d0000000|u02u02 u2d0000000|u200u2 ud20000000|u020u2 ud20000000|u20u02 0220000000|2u000u 2220000000|u2000u 2220000000|20u00u 2220000000|02u00u 2220000000|u0200u 2220000000|0u200u 2220000000|ud0u0u 2220000000|020u0u 2220000000|u0du0u 2220000000|0udu0u 2220000000|002u0u 2220000000|uu0d0u 2220000000|u0ud0u 2220000000|ud00uu 2220000000|0ud0uu 2220000000|uu00du 2220000000|u0u0du 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="27">-0.08968 0.08757 -0.06238 0.05509 0.09294 -0.06307 -0.07834 0.06893 0.06124 0.05404 -0.10390 0.57515 -0.09745 -0.09431 0.57568 0.10459 -0.06681 0.06425 -0.05448 -0.05896 -0.09589 -0.13246 -0.19051 0.09990 -0.13469 0.15678 -0.12448</array>
               <array dataType="xsd:double" dictRef="m:weight" size="27">0.00804 0.00767 0.00389 0.00303 0.00864 0.00398 0.00614 0.00475 0.00375 0.00292 0.01079 0.33080 0.00950 0.00889 0.33141 0.01094 0.00446 0.00413 0.00297 0.00348 0.00919 0.01754 0.03630 0.00998 0.01814 0.02458 0.01549</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">20</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.786905</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="27">34234 36175 36178 170176 170177 170353 170885 240886 241153 241687 242221 243022 243289 243556 243823 244090 244357 244624 244891 247027 248629 248896 249163 250231 250765 252367 252634</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="27">uuud02 2020000000|uuu0d2 2200000000|uuu0d2 2020000000|uuu0d2 u2d0000000|uuu0d2 ud20000000|uu0ud2 u2d0000000|uu0022 ud20000000|u2000u 2220000000|20u00u 2220000000|02u00u 2220000000|u0200u 2220000000|ud0u0u 2220000000|020u0u 2220000000|u0du0u 2220000000|0udu0u 2220000000|002u0u 2220000000|uu0d0u 2220000000|u0ud0u 2220000000|0uud0u 2220000000|0ud0uu 2220000000|uu00du 2220000000|u0u0du 2220000000|0uu0du 2220000000|u0002u 2220000000|00u02u 2220000000|uu00ud 2220000000|u0u0ud 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="27">0.05575 0.10423 -0.11319 0.06137 0.05357 0.05351 -0.05336 0.15292 0.07837 0.06859 0.14108 -0.07980 0.10691 -0.07415 -0.11516 -0.06334 0.34128 0.16060 -0.12554 -0.10212 -0.53928 0.40912 0.33370 -0.07706 0.07095 -0.06983 0.05075</array>
               <array dataType="xsd:double" dictRef="m:weight" size="27">0.00311 0.01086 0.01281 0.00377 0.00287 0.00286 0.00285 0.02338 0.00614 0.00470 0.01990 0.00637 0.01143 0.00550 0.01326 0.00401 0.11647 0.02579 0.01576 0.01043 0.29082 0.16738 0.11136 0.00594 0.00503 0.00488 0.00258</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">21</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.786693</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="31">34233 36177 36178 36663 95396 165929 166282 225934 240619 241153 241687 242221 242488 242755 243823 244090 244357 244624 244891 245158 246226 246493 247027 247294 248629 248896 249163 249697 250498 251833 252901</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="31">uuud02 2ud0000000|uuu0d2 2ud0000000|uuu0d2 2020000000|0uu022 2ud0000000|uuud02 du20000000|uuud02 ud20000000|u0u202 u2d0000000|uuu0d2 0220000000|2u000u 2220000000|20u00u 2220000000|02u00u 2220000000|u0200u 2220000000|0u200u 2220000000|200u0u 2220000000|0udu0u 2220000000|002u0u 2220000000|uu0d0u 2220000000|u0ud0u 2220000000|0uud0u 2220000000|u0020u 2220000000|ud00uu 2220000000|0200uu 2220000000|0ud0uu 2220000000|0020uu 2220000000|uu00du 2220000000|u0u0du 2220000000|0uu0du 2220000000|0u0udu 2220000000|0u002u 2220000000|u0uu0d 2220000000|0uu0ud 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="31">0.07221 0.05229 -0.06938 0.05383 -0.06236 -0.08592 0.05818 0.10364 0.10522 0.10341 0.10189 -0.05882 -0.12808 -0.12547 -0.05917 0.10120 -0.14281 -0.53061 -0.12938 0.05133 -0.10681 0.06789 0.05030 -0.08164 -0.17481 -0.35740 0.50082 0.05491 0.07250 -0.06772 0.06526</array>
               <array dataType="xsd:double" dictRef="m:weight" size="31">0.00521 0.00273 0.00481 0.00290 0.00389 0.00738 0.00338 0.01074 0.01107 0.01069 0.01038 0.00346 0.01641 0.01574 0.00350 0.01024 0.02039 0.28154 0.01674 0.00264 0.01141 0.00461 0.00253 0.00666 0.03056 0.12773 0.25082 0.00302 0.00526 0.00459 0.00426</array>
            </module>
            <module cmlx:templateRef="ci.coefficients">
               <scalar dataType="xsd:double" dictRef="x:threshold">0.05</scalar>
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">22</scalar>
               <scalar dataType="xsd:double" dictRef="m:orbitalenergy">-690.786134</scalar>
               <scalar dataType="xsd:string" dictRef="m:symmetry">111111 2222222222</scalar>
               <array dataType="xsd:integer" dictRef="m:configuration" size="26">34231 35853 165929 219526 240619 241153 241687 242221 242488 243022 244090 244357 244891 245158 245425 245692 245959 246226 246493 246760 247027 247294 248896 249163 251566 252100</array>
               <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="26">uuud02 2200000000|0uudu2 2ud0000000|uuud02 ud20000000|uuud02 0220000000|2u000u 2220000000|20u00u 2220000000|02u00u 2220000000|u0200u 2220000000|0u200u 2220000000|ud0u0u 2220000000|002u0u 2220000000|uu0d0u 2220000000|0uud0u 2220000000|u0020u 2220000000|0u020u 2220000000|00u20u 2220000000|2000uu 2220000000|ud00uu 2220000000|0200uu 2220000000|u0d0uu 2220000000|0ud0uu 2220000000|0020uu 2220000000|u0u0du 2220000000|0uu0du 2220000000|uu0u0d 2220000000|0uuu0d 2220000000</array>
               <array dataType="xsd:double" dictRef="m:coeff" size="26">-0.11849 0.05596 0.06574 0.10775 0.12553 -0.10004 -0.11637 0.05550 -0.11233 0.05265 0.06248 0.50959 0.57390 -0.05536 0.06296 -0.07562 0.13307 0.06929 -0.06328 -0.05333 -0.12686 -0.07036 -0.35787 0.06489 0.06425 0.07372</array>
               <array dataType="xsd:double" dictRef="m:weight" size="26">0.01404 0.00313 0.00432 0.01161 0.01576 0.01001 0.01354 0.00308 0.01262 0.00277 0.00390 0.25969 0.32936 0.00307 0.00396 0.00572 0.01771 0.00480 0.00400 0.00284 0.01609 0.00495 0.12807 0.00421 0.00413 0.00543</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">1</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.998888 0.998867 0.012289 0.008192 0.005460 1.998630</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.992718 1.991726 1.990330 0.000386 0.000364 0.000302 0.000233 0.000111 0.000173 0.001330</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">2</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.996602 0.014632 0.996641 0.005399 0.010397 1.998639</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.991427 1.990471 1.992873 0.000312 0.000396 0.000349 0.000241 0.000165 0.000113 0.001341</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">3</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.012857 0.998303 0.998267 0.008866 0.005373 1.998631</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.990394 1.991701 1.992712 0.000348 0.000310 0.000380 0.000113 0.000245 0.000170 0.001329</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">4</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.840099 0.170729 0.009193 0.167265 0.839252 1.998551</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.991130 1.990126 1.991359 0.000129 0.000346 0.000352 0.000218 0.000191 0.000261 0.000799</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">5</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.301645 0.709207 0.009176 0.707819 0.298689 1.998553</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.991239 1.991339 1.990048 0.000338 0.000153 0.000249 0.000242 0.000186 0.000320 0.000797</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">6</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.009178 0.142397 0.868442 0.867714 0.138783 1.998547</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.990192 1.991202 1.991266 0.000122 0.000342 0.000347 0.000187 0.000279 0.000213 0.000790</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">7</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.038622 0.038842 0.972517 0.005986 0.972182 1.997808</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.988745 1.991439 1.991477 0.000402 0.000395 0.000221 0.000179 0.000134 0.000182 0.000869</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">8</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.106042 0.905286 0.008720 0.103439 0.904678 1.997783</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.991473 1.988945 1.991225 0.000202 0.000386 0.000233 0.000153 0.000374 0.000184 0.000876</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">9</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.103079 0.908260 0.008711 0.907659 0.100454 1.997779</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.988941 1.991247 1.991458 0.000375 0.000231 0.000385 0.000188 0.000212 0.000151 0.000870</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">10</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.008958 0.008991 0.009023 1.001336 1.001332 1.998416</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.990111 1.990095 1.990065 0.000172 0.000174 0.000169 0.000283 0.000296 0.000288 0.000289</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">11</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">1.045003 0.975010 1.004017 0.035435 0.053247 1.124496</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.899827 1.925029 1.922427 0.003096 0.002859 0.002719 0.000561 0.000576 0.000627 0.005072</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">12</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">1.047633 0.990258 0.986146 0.053351 0.035416 1.124380</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.906284 1.931378 1.909727 0.002648 0.003011 0.002916 0.000591 0.000626 0.000564 0.005072</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">13</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">1.025815 1.008228 0.997977 0.038765 0.038499 1.130985</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.894247 1.925344 1.924501 0.002527 0.002565 0.003016 0.000623 0.000685 0.000669 0.005556</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">14</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.987009 1.018556 1.026559 0.038594 0.040007 1.129826</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.926925 1.920929 1.895946 0.003049 0.002733 0.002351 0.000684 0.000632 0.000646 0.005551</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">15</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">1.007942 0.990648 1.033115 0.038431 0.039634 1.130719</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.927105 1.895369 1.921348 0.002662 0.003161 0.002343 0.000659 0.000692 0.000613 0.005559</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">16</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">1.063846 1.064764 1.065727 0.029019 0.029007 1.256920</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.828197 1.827119 1.825900 0.001656 0.001689 0.001585 0.000377 0.000386 0.000373 0.003435</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">17</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.908591 0.963076 1.071070 0.075429 0.099758 1.126799</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.905666 1.920180 1.913731 0.002676 0.003356 0.002569 0.000530 0.000663 0.000831 0.005076</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">18</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.880681 1.087795 0.955965 0.115366 0.078031 1.126829</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.904691 1.916804 1.918136 0.003314 0.002684 0.002601 0.000541 0.000821 0.000664 0.005077</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">19</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.947048 0.982141 1.030366 0.073161 0.085438 1.126910</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.921319 1.907348 1.910577 0.002684 0.002751 0.003141 0.000855 0.000613 0.000555 0.005092</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">20</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.972111 0.913787 0.282462 0.195691 0.752899 1.121980</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.936717 1.904659 1.907258 0.002752 0.002039 0.001622 0.000718 0.000668 0.000732 0.003904</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">21</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.789902 0.289371 0.969636 0.438154 0.629766 1.121880</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.908136 1.909186 1.931531 0.001632 0.002604 0.002071 0.000753 0.000770 0.000690 0.003918</array>
            </module>
            <module cmlx:templateRef="natural">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">22</scalar>
               <array dataType="xsd:integer" dictRef="m:symmetry" size="2">1 2</array>
               <array dataType="xsd:double" dictRef="m:occup" size="6">0.313000 0.827083 1.014771 0.716268 0.245977 1.122028</array>
               <array dataType="xsd:double" dictRef="m:occup" size="10">1.903250 1.934379 1.910888 0.001650 0.001946 0.002703 0.000657 0.000793 0.000724 0.003883</array>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <template id="ci.coefficients" pattern="\s*printout\sof\sCI-coefficients\slarger\sthan.*" endPattern="\s*printout.*" endPattern2="\s*" repeat="*">    <record>\s*printout\sof\sCI\-coefficients\slarger\sthan{F,x:threshold}for\sroot{I,m:rootnumber}</record>    <record>\s*energy={F,m:orbitalenergy}</record>    <record>\s*conf/sym{X,m:symmetry}\s+Coeff\s+Weight\s*</record>    <record repeat="*">{I,m:configuration}\s+{X,x:value}\s+{F,m:coeff}\s+{F,m:weight}</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:configuration']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:value']" delimiter="|" splitter="~" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:coeff']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:weight']" />    <transform process="pullup" xpath="./cml:list/cml:list/cml:scalar" repeat="2" />    <transform process="pullup" xpath="./cml:list/cml:scalar" />    <transform process="pullup" xpath=".//cml:array" repeat="2" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template id="natural" pattern="\s*Natural\sorbitals\sand\soccupation\snumbers.*" endPattern="\s*Natural\sorbitals\sand\soccupation\snumbers.*" endPattern2="\s*" endPattern3="~" repeat="*">    <record>\s*Natural\sorbitals\sand\soccupation\snumbers\sfor\sroot{I,m:rootnumber}</record>    <record repeat="*">\s*sym{I,m:symmetry}:{1_20F,m:occup}</record>    <transform process="pullup" xpath="./cml:list/cml:scalar" />    <transform process="pullup" xpath="./cml:list/cml:list/*" repeat="2" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:symmetry']" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />
        </template>
    </templateList>
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scf-ksdft


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	scf-ksdft



	name

	scf-ksdft



	pattern

	.*$.*$\s*\*\s+SCF\/KS-DFT\sProgram,\sFinal\sresults.*



	endPattern

	.*[0-9]$\s*



	endOffset

	1



	repeat

	*



	xml:base

	modules/scf.ksdft.xml







Input



 *****************************************************************************************************************************
 *                                                                                                                           *
 *                                             SCF/KS-DFT Program, Final results                                             *
 *                                                                                                                           *
 *                                                                                                                           *
 *                                                                                                                           *
 *                                                       Final Results                                                       *
 *                                                                                                                           *
 *****************************************************************************************************************************

::    Total KS-DFT energy                            -228.9933944011
      One-electron energy                            -578.7912410526
      Two-electron energy                             229.6062654451
      Nuclear repulsion energy                        120.1915812063
      Kinetic energy (interpolated)                   228.0908173117
      Virial theorem                                    1.0039570952
      Total spin, S(S+1)                                0.0000000000
      Total spin, S                                     0.0000000000
      Max non-diagonal density matrix element           0.0000000000
      Max non-diagonal Fock matrix element              0.0000009824






Output text



<comment class="example.output" id="scf-ksdft">
        <module cmlx:templateRef="scf-ksdft">
            <scalar dataType="xsd:string" dictRef="m:program">KS-DFT</scalar>
            <scalar dataType="xsd:double" dictRef="m:scfener">-228.9933944011</scalar>
            <scalar dataType="xsd:double" dictRef="m:oneelectener">-578.7912410526</scalar>
            <scalar dataType="xsd:double" dictRef="m:twoelectener">229.6062654451</scalar>
            <scalar dataType="xsd:double" dictRef="cc:nucrepener">120.1915812063</scalar>
            <scalar dataType="xsd:double" dictRef="m:kineticener">228.0908173117</scalar>
            <scalar dataType="xsd:double" dictRef="m:virial">1.0039570952</scalar>
            <scalar dataType="xsd:double" dictRef="m:spin">0.0000000000</scalar>
            <scalar dataType="xsd:double" dictRef="m:matrixdensityelem">0.0000000000</scalar>
            <scalar dataType="xsd:double" dictRef="m:matrixfockelement">0.0000009824</scalar>
        </module>
    </comment>






Template definition



<record repeat="10" />
<record>.*Total{X,m:program}energy{F,m:scfener}</record>
<record>\s*One-electron\senergy{F,m:oneelectener}</record>
<record>\s*Two-electron\senergy{F,m:twoelectener}</record>
<record>\s*Nuclear\srepulsion\senergy{F,cc:nucrepener}</record>
<record>\s*Kinetic\senergy\s\(interpolated\){F,m:kineticener}</record>
<record>\s*Virial\stheorem{F,m:virial}</record>
<record>\s*Total\sspin,\sS\(S\+1\){F,m:spinsplusone}</record>
<record>\s*Total\sspin,\sS{F,m:spin}</record>
<record>\s*Max\snon-diagonal\sdensity\smatrix\selement{F,m:matrixdensityelem}</record>
<record>\s*Max\snon-diagonal\sFock\smatrix\selement{F,m:matrixfockelement}</record>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='m:program' or @dictRef='m:scfener']" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:module" />
<transform process="delete" xpath=".//cml:list" />
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orbital.specs


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	orbital.specs



	name

	Orbital specifications



	pattern

	.*Orbital\sspecifications\s*:\s*



	endPattern

	\s*\-\-\s*



	endPattern2

	.*[0-9]+$\s*



	endPattern3

	~



	endOffset

	1



	repeat

	*



	xml:base

	modules/orbital.specs.xml







Input



++    Orbital specifications:
      -----------------------

      Symmetry species               1
                                     a
      Frozen orbitals                0
      Occupied orbitals             16
      Secondary orbitals            28
      Deleted orbitals               0
      Total number of orbitals      44
      Number of basis functions     44
--






Input



Orbital specifications :
 Symmetry species               1   2
                                a   b
 Frozen orbitals                0   0
 Aufbau                        52
 Start temperature = 0.500
 End temperature   = 0.010
 Temperature Factor= 0.460
 Deleted orbitals               0   0
 Total number of orbitals      72  70
 Number of basis functions     72  70






Input



++       Orbital specifications:
      -----------------------

      Symmetry species                           1   2
                                                 a   b
      Frozen orbitals                            0   0
      Inactive orbitals                         27  24
      Active orbitals                            2   0
      RAS1 orbitals                              0   0
      RAS2 orbitals                              2   0
      RAS3 orbitals                              0   0
      Secondary orbitals                        91  92
      Deleted orbitals                           0   0
      Number of basis functions                120 116

--






Output text



<comment class="example.output" id="orbital.specs">
         <module cmlx:templateRef="orbital.specs">
            <array dataType="xsd:integer" dictRef="m:symserial" size="1">1</array>
            <array dataType="xsd:string" dictRef="m:symlabel" size="1">a</array>
            <array dataType="xsd:integer" dictRef="m:frozenorb" size="1">0</array>
            <array dataType="xsd:integer" dictRef="m:occuporb" size="1">16</array>
            <array dataType="xsd:integer" dictRef="m:secondaryorb" size="1">28</array>
            <array dataType="xsd:integer" dictRef="m:deletedorb" size="1">0</array>
            <array dataType="xsd:integer" dictRef="m:orbno" size="1">44</array>
            <array dataType="xsd:integer" dictRef="m:basisno" size="1">44</array>
         </module>
    </comment>






Output text



<comment class="example.output" id="orbital.specs2">
        <module cmlx:templateRef="orbital.specs">
            <array dataType="xsd:integer" dictRef="m:symserial" size="2">1 2</array>
            <array dataType="xsd:string" dictRef="m:symlabel" size="2">a b</array>
            <array dataType="xsd:integer" dictRef="m:frozenorb" size="2">0 0</array>
            <module cmlx:templateRef="aufbau">
               <scalar dataType="xsd:double" dictRef="m:tempstart">0.500</scalar>
               <scalar dataType="xsd:double" dictRef="m:tempend">0.010</scalar>
               <scalar dataType="xsd:double" dictRef="m:tempfactor">0.460</scalar>
            </module>
            <array dataType="xsd:integer" dictRef="m:deletedorb" size="2">0 0</array>
            <array dataType="xsd:integer" dictRef="m:orbno" size="2">120 116</array>
            <array dataType="xsd:integer" dictRef="m:basisno" size="2">120 116</array>
         </module>
    </comment>






Output text



<comment class="example.output" id="orbital.specs3">
         <module cmlx:templateRef="orbital.specs">
            <array dataType="xsd:integer" dictRef="m:symserial" size="2">1 2</array>
            <array dataType="xsd:string" dictRef="m:symlabel" size="2">a b</array>
            <array dataType="xsd:integer" dictRef="m:frozenorb" size="2">0 0</array>
            <array dataType="xsd:integer" dictRef="m:inactiveorb" size="2">27 24</array>
            <array dataType="xsd:integer" dictRef="m:activeorb" size="2">2 0</array>
            <array dataType="xsd:integer" dictRef="m:ras1orb" size="2">0 0</array>
            <array dataType="xsd:integer" dictRef="m:ras2orb" size="2">2 0</array>
            <array dataType="xsd:integer" dictRef="m:ras3orv" size="2">0 0</array>
            <array dataType="xsd:integer" dictRef="m:secondaryorb" size="2">91 92</array>
            <array dataType="xsd:integer" dictRef="m:deletedorb" size="2">0 0</array>
            <array dataType="xsd:integer" dictRef="m:basisno" size="2">120 116</array>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Symmetry\sspecies.*" endPattern="\s*Frozen.*" endPattern2="~">    <record>\s*Symmetry\sspecies{1_20I,m:symserial}</record>    <record>{1_20A,m:symlabel}</record>
        </template>  <template pattern="\s*Frozen\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Frozen\sorbitals{1_20I,m:frozenorb}</record>
        </template>  <template pattern="\s*Occupied\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Occupied\sorbitals{1_20I,m:occuporb}</record>
        </template>  <template pattern="\s*Inactive\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Inactive\sorbitals{1_20I,m:inactiveorb}</record>
        </template>  <template pattern="\s*Active\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Active\sorbitals{1_20I,m:activeorb}</record>
        </template>  <template pattern="\s*RAS1\sorbitals.*" endPattern="\s*Secondary.*">    <record>\s*RAS1\sorbitals{1_20I,m:ras1orb}</record>    <record>\s*RAS2\sorbitals{1_20I,m:ras2orb}</record>    <record>\s*RAS3\sorbitals{1_20I,m:ras3orv}</record>
        </template>  <template pattern="\s*Secondary\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Secondary\sorbitals{1_20I,m:secondaryorb}</record>
        </template>  <template pattern="\s*Deleted\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Deleted\sorbitals{1_20I,m:deletedorb}</record>
        </template>  <template pattern="\s*Number\sof\sbasis\sfunctions.*" endPattern=".*" endPattern2="~">    <record>\s*Number\sof\sbasis\sfunctions{1_20I,m:basisno}</record>
        </template>  <template pattern="\s*Total\snumber\sof\sorbitals.*" endPattern=".*" endPattern2="~">    <record>\s*Total\snumber\sof\sorbitals{1_20I,m:orbno}</record>
        </template>  <template id="aufbau" pattern="\s*Aufbau.*" endPattern="\s*Temperature.*" endPattern2="~" endOffset="1">    <record>\s*Aufbau{1_20I,m:aufbau}</record>    <record>\s*Start\stemperature\s*={F,m:tempstart}</record>    <record>\s*End\stemperature\s*={F,m:tempend}</record>    <record>\s*Temperature\sFactor\s*={F,m:tempfactor}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:array" repeat="2" />
<transform process="delete" xpath=".//cml:module[not(@cmlx:templateRef='aufbau')]" />








          

      

      

    

  

  
    

    orbital.specs.fermi
    

    

   


  

    
      
          
            
  
orbital.specs.fermi


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	orbital.specs.fermi



	name

	Fermi aufbau orbitals



	pattern

	\s*Fermi\saufbau\sprocedure\scompleted!.*



	endPattern

	\s*



	repeat

	*



	xml:base

	modules/orbital.specs.fermi.xml







Input



 Fermi aufbau procedure completed!
nOcc=   28   24






Input



 Fermi aufbau procedure completed!
nOcc(alpha)=                    29                    24
nOcc(beta) =                    27                    24






Output text



<comment class="example.output" id="orbital.specs.fermi">
         <module cmlx:templateRef="orbital.specs.fermi">
            <list>
                <array dataType="xsd:integer" dictRef="m:occup" size="2">28 24</array>
            </list>
         </module>
    </comment>






Output text



<comment class="example.output" id="orbital.specs.fermi2">
        <module cmlx:templateRef="orbital.specs.fermi">
            <list>
               <scalar dataType="xsd:string" dictRef="m:spintype">alpha</scalar>
               <array dataType="xsd:integer" dictRef="m:occup" size="2">29 24</array>
            </list>
            <list>
               <scalar dataType="xsd:string" dictRef="m:spintype">beta</scalar>
               <array dataType="xsd:integer" dictRef="m:occup" size="2">27 24</array>
            </list>
         </module>
    </comment>






Template definition



<record />
<record repeat="*">\s*nOcc\(?({X,m:spintype})\)?\s*={1_30I,m:occup}</record>
<transform process="pullup" xpath=".//cml:list[child::cml:array]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='m:spintype' and not(text())]" />








          

      

      

    

  

  
    

    ci.expansion
    

    

   


  

    
      
          
            
  
ci.expansion


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	ci.expansion



	name

	CI expansion specifications



	pattern

	.*CI\sexpansion\sspecifications.*



	endPattern

	.*[0-9]$\s*(\-\-)?\s*



	endOffset

	1



	repeat

	*



	xml:base

	modules/ci/ci.expansion.xml







Input



CI expansion specifications:
 ----------------------------

 Number of configuration state fnc.        10
 Number of determinants                    10
 Number of root(s) required                 7
 Root chosen for geometry opt.              7
 CI roots used                              1     2     3     4     5     6     7
 weights                                0.143 0.143 0.143 0.143 0.143 0.143 0.143
 highest root included in the CI            7
 max. size of the explicit Hamiltonian     10






Input



CI expansion specifications:
----------------------------

Number of configuration state fnc.      1764
Number of determinants                  2485
Number of root(s) required                 1
CI root used                               1
highest root included in the CI            1
Root passed to geometry opt.               1






Output text



<comment class="example.output" id="ci.expansion">
    <module cmlx:templateRef="ci.expansion">
        <scalar dataType="xsd:integer" dictRef="m:conffnc">10</scalar>
        <scalar dataType="xsd:integer" dictRef="m:determinants">10</scalar>
        <scalar dataType="xsd:integer" dictRef="m:requiredroot">7</scalar>
        <scalar dataType="xsd:integer" dictRef="m:chosenroot">7</scalar>
        <array dataType="xsd:integer" dictRef="m:ciroots" size="7">1 2 3 4 5 6 7</array>
        <array dataType="xsd:double" dictRef="m:rootweight" size="7">0.143 0.143 0.143 0.143 0.143 0.143 0.143</array>
        <scalar dataType="xsd:integer" dictRef="m:highestroot">7</scalar>
        <scalar dataType="xsd:integer" dictRef="m:maxsizehamilt">10</scalar>
     </module>
  </comment>






Output text



<comment class="example.output" id="ci.expansion2">
      <module cmlx:templateRef="ci.expansion">
         <scalar dataType="xsd:integer" dictRef="m:conffnc">1764</scalar>
         <scalar dataType="xsd:integer" dictRef="m:determinants">2485</scalar>
         <scalar dataType="xsd:integer" dictRef="m:requiredroot">1</scalar>
         <array dataType="xsd:integer" dictRef="m:ciroots" size="1">1</array>
         <scalar dataType="xsd:integer" dictRef="m:highestroot">1</scalar>
         <scalar dataType="xsd:integer" dictRef="m:passedroot">1</scalar>
      </module>
  </comment>






Template definition



<template pattern="\s*Number\sof\sconfiguration\sstate\sfnc..*" endPattern=".*" endPattern2="~">  <record>\s*Number\sof\sconfiguration\sstate\sfnc.{I,m:conffnc}</record>
    </template>
<template pattern="\s*Number\sof\sdeterminants.*" endPattern=".*" endPattern2="~">  <record>\s*Number\sof\sdeterminants{I,m:determinants}</record>
    </template>
<template pattern="\s*Number\sof\sroot\(s\)\srequired.*" endPattern=".*" endPattern2="~">  <record>\s*Number\sof\sroot\(s\)\srequired{I,m:requiredroot}</record>
    </template>
<template pattern="\s*Root\schosen\sfor\sgeometry\sopt..*" endPattern=".*" endPattern2="~">  <record>\s*Root\schosen\sfor\sgeometry\sopt.{I,m:chosenroot}</record>
    </template>
<template pattern="\s*CI\sroots?\sused.*" endPattern=".*" endPattern2="~">  <record>\s*CI\sroots?\sused{1_30I,m:ciroots}</record>
    </template>
<template pattern="\s*weights.*" endPattern=".*" endPattern2="~">  <record>\s*weights{1_30F,m:rootweight}</record>
    </template>
<template pattern="\s*highest\sroot\sincluded\sin\sthe\sCI.*" endPattern=".*" endPattern2="~">  <record>\s*highest\sroot\sincluded\sin\sthe\sCI{I,m:highestroot}</record>
    </template>
<template pattern="\s*max.\ssize\sof\sthe\sexplicit\sHamiltonian.*" endPattern=".*" endPattern2="~">  <record>\s*max.\ssize\sof\sthe\sexplicit\sHamiltonian{I,m:maxsizehamilt}</record>
    </template>
<template pattern="\s*Root\spassed\sto\sgeometry\sopt.*" endPattern=".*" endPattern2="~">  <record>\s*Root\spassed\sto\sgeometry\sopt\.{I,m:passedroot}</record>
    </template>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="pullup" xpath=".//cml:array" repeat="2" />
<transform process="delete" xpath=".//cml:module" />
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mixed.ci.coeffs


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	mixed.ci.coeffs



	name

	The CI coefficients for the MIXED states



	pattern

	\s*The\sCI\scoefficients\sfor\sthe\sMIXED\sstate.*



	endPattern

	.*[0-9]{4,}\s*$\s*



	endPattern2

	~



	endOffset

	2



	repeat

	*



	xml:base

	modules/ci/mixed.ci.coeffs.xml







Comment



  The CI coefficients for the MIXED state nr.   1
--------------------------------------------------------------------------------
 CI COEFFICIENTS LARGER THAN  0.50D-01
  Occupation of active orbitals, and spin coupling
  of open shells. (u,d: Spin up or down).
  SGUGA info is (Midvert:IsyUp:UpperWalk/LowerWalk)
   Conf   SGUGA info Occupation       Coef       Weight
      8 ( 2:1:  1/  2)   u20uu          -0.771390         0.595043
     10 ( 2:1:  1/  4)   uduuu           0.306685         0.094056
     12 ( 2:1:  1/  6)   uuduu          -0.177065         0.031352
     13 ( 2:1:  1/  7)   u02uu           0.434433         0.188732
     16 ( 3:1:  2/  1)   uuudu          -0.237319         0.056320
     17 ( 3:1:  3/  1)   uuuud           0.185033         0.034237






Input



  The CI coefficients for the MIXED state nr.   1
--------------------------------------------------------------------------------
 CI COEFFICIENTS LARGER THAN 0.50D-01
  Occupation of active orbitals, and spin coupling
  of open shells. (u,d: Spin up or down).
   ConfOccupation       Coef       Weight

      2    uuu0u           0.184637         0.034091
      3    uu0uu           0.369859         0.136796
      4    u0uuu          -0.716900         0.513946
      5    0uuuu          -0.561385         0.315153






Output text



<comment class="example.output" id="ci.coeffs">
         <module cmlx:templateRef="ci.coeffs">
            <scalar dataType="xsd:integer" dictRef="m:mixedstate">1</scalar>
            <array dataType="xsd:integer" dictRef="m:configuration" size="3">2 3 4</array>
            <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="3">uuu0u|uu0uu|u0uuu</array>
            <array dataType="xsd:double" dictRef="m:coeff" size="3">0.184637 0.369859 -0.716900</array>
            <array dataType="xsd:double" dictRef="m:weight" size="3">0.034091 0.136796 0.513946</array>
         </module>
    </comment>






Output text



<comment class="example.output" id="ci.coeffs2">
        <module cmlx:templateRef="mixed.ci.coeffs">
            <scalar dataType="xsd:integer" dictRef="m:mixedstate">1</scalar>
            <array dataType="xsd:integer" dictRef="m:configuration" size="6">8 10 12 13 16 17</array>
            <array dataType="xsd:string" delimiter="|" dictRef="m:sguga" size="6">2:1:  1/  2|2:1:  1/  4|2:1:  1/  6|2:1:  1/  7|3:1:  2/  1|3:1:  3/  1</array>
            <array dataType="xsd:string" delimiter="|" dictRef="x:value" size="6">u20uu|uduuu|uuduu|u02uu|uuudu|uuuud</array>
            <array dataType="xsd:double" dictRef="m:coeff" size="6">-0.771390 0.306685 -0.177065 0.434433 -0.237319 0.185033</array>
            <array dataType="xsd:double" dictRef="m:weight" size="6">0.595043 0.094056 0.031352 0.188732 0.056320 0.034237</array>
         </module>
    </comment>






Template definition



<record>\s*The\sCI\scoefficients\sfor\sthe\sMIXED\sstate\s*nr\.{I,m:mixedstate}</record>
<template pattern="\s*ConfOccupation\s*Coef\s*Weight.*" endPattern="~">  <record repeat="2" />  <record repeat="*">{I,m:configuration}\s+{X,x:value}\s+{F,m:coeff}\s+{F,m:weight}</record>  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:configuration']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:value']" delimiter="|" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:coeff']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:weight']" />
    </template>
<template pattern="\s*Conf\s*SGUGA\sinfo\sOccupation\s*Coef\s*Weight.*" endPattern="~" endOffset="1">  <record />  <record repeat="*">{I,m:configuration}\s+\({X,m:sguga}\)\s+{X,x:value}\s+{F,m:coeff}\s+{F,m:weight}</record>  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:sguga']" delimiter="|" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:configuration']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:value']" delimiter="|" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:coeff']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:weight']" />
    </template>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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caspt2.root


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	caspt2.root



	pattern

	\s*(\+\+)?\s*CASPT2\scomputation.*



	endPattern

	.*



	repeat

	*



	xml:base

	modules/caspt2/roots.xml







Input



++ CASPT2 computation    5






Output text



<comment class="example.output" id="caspt2.root">
         <module cmlx:templateRef="caspt2.root">
            <list cmlx:templateRef="missingID">
               <scalar dataType="xsd:integer" dictRef="m:rootnumber">5</scalar>
            </list>
         </module>
    </comment>






Template definition



<record>\s*(\+\+)?\s*CASPT2\scomputation{I,m:rootnumber}</record>
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mulliken



	mulliken.header

	mulliken.charges

	mulliken.spin








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	mulliken



	name

	Mulliken section



	pattern

	\s*Mulliken\s(spin\s)?population\sAnalysis.*



	pattern2

	\s*Mulliken\scharges\sper\scenter\sand\sbasis\sfunction\stype.*



	pattern3

	\s*Mulliken\scharges\sper\scentre\sand\sbasis\sfunction\stype\s*



	endPattern

	\s*Total.*[a-zA-Z].*$.*$\s*((?!Total).)*



	endPattern2

	\s*\-\-\s*



	endOffset

	1



	repeat

	*



	xml:base

	modules/mulliken/mulliken.xml







Comment



Mulliken spin population Analysis for root number: 1
---------------------------------------------------


Mulliken spin population per center and basis function type
---------------------------------------------------

         NI      O1      O2      O3      N1      N2      N3      N4      H1      H2      H3      H4
1s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0007  0.0008  0.0001  0.0001
2s     0.0000  0.0039  0.0004  0.0004  0.0016  0.0076  0.0023  0.0038 -0.0001 -0.0001 -0.0001  0.0000
2px    0.0000  0.0000  0.0006  0.0009  0.0053  0.0102  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
...
Total electronic spin=    2.000000






Comment



Mulliken population Analysis for root number: 1
-----------------------------------------------


Mulliken charges per center and basis function type
---------------------------------------------------

         NI      O1      O2      O3      N1      N2      N3      N4      H1      H2      H3      H4
1s     2.0000  1.9999  1.9999  1.9999  1.9995  1.9997  1.9994  1.9995  0.4561  0.4383  0.4917  0.4675
2s     2.0000  1.7951  1.7842  1.7536  1.5053  1.6854  1.4693  1.5481  0.1113  0.0864  0.1101  0.0884
2px    2.0000  1.3616  1.9376  1.9929  1.7571  1.5823  1.2592  1.2697  0.0000  0.0000  0.0000  0.0000
2pz    2.0000  2.0015  1.3465  1.3185  1.2384  1.2549  1.7401  1.6762  0.0000  0.0000  0.0000  0.0000
2py    2.0000  1.7052  1.7718  1.7470  1.2960  1.3519  1.2639  1.2803  0.0000  0.0000  0.0000  0.0000
3s     1.9995 -0.0248 -0.0138 -0.0137 -0.0224 -0.0252 -0.0178 -0.0191  0.0000  0.0000  0.0000  0.0000
3px    1.9987 -0.0217 -0.0019 -0.0024  0.0130  0.0167 -0.0034  0.0018  0.0000  0.0000  0.0000  0.0000
...
Total electronic charge=   96.000000

Total            charge=    2.000000






Template definition



<templateList>  <xi:include href="modules/mulliken/mulliken.header.xml" />  <xi:include href="modules/mulliken/mulliken.charges.xml" />  <xi:include href="modules/mulliken/mulliken.spin.xml" />
    </templateList>
<transform process="addChild" xpath="." elementName="cml:module" dictRef="mulliken.header" />
<transform process="addAttribute" xpath=".//cml:module[@dictRef='mulliken.header']" name="cmlx:templateRef" value="mulliken.header" />
<transform process="addChild" id="root" xpath="./cml:module[@dictRef='mulliken.header' and count(*) = 0]" elementName="cml:scalar" dictRef="m:rootnumber" value="$string((preceding::cml:module[@cmlx:templateRef='caspt2.root'])[last()]//cml:scalar/text())" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='m:rootnumber' and not(text())]/parent::cml:module" />








          

      

      

    

  

  
    

    mulliken.header
    

    

   


  

    
      
          
            
  
mulliken.header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	mulliken.header



	name

	Mulliken (spin) population Analysis header



	pattern

	\s*Mulliken\s(spin\s)?population\sAnalysis.*



	endPattern

	.*



	repeat

	*



	xml:base

	modules/mulliken/mulliken.header.xml







Input



Mulliken spin population Analysis for root number: 1






Input



Mulliken population Analysis for root number: 1






Output text



<comment class="example.output" id="mulliken.header">
        <module cmlx:templateRef="mulliken.header">
            <scalar dataType="xsd:integer" dictRef="m:rootnumber">1</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="mulliken.header2">
        <module cmlx:templateRef="mulliken.header">
            <scalar dataType="xsd:integer" dictRef="m:rootnumber">1</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template id="mullikenroot" pattern="\s*Mulliken\spopulation\sAnalysis\sfor\sroot\snumber.*" endPattern="~">    <record>\s*Mulliken\spopulation\sAnalysis\sfor\sroot\snumber:{I,m:rootnumber}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template id="mullikenroot" pattern="\s*Mulliken\sspin\spopulation\sAnalysis\sfor\sroot\snumber.*" endPattern="~">    <record>\s*Mulliken\s{A,m:mullikentype}\spopulation\sAnalysis\sfor\sroot\snumber:{I,m:rootnumber}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />
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mulliken.charges


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	mulliken.charges



	name

	Mulliken charges



	pattern

	\s*Mulliken\scharges\sper\scenter\sand\sbasis\sfunction\stype.*



	pattern2

	\s*Mulliken\scharges\sper\scentre\sand\sbasis\sfunction\stype\s*



	endPattern

	~



	endOffset

	1



	repeat

	*



	xml:base

	modules/mulliken/mulliken.charges.xml







Comment



 Mulliken charges per centre and basis function type
 ---------------------------------------------------

              N1              N2              O1              O2              C1              C2
         alpha   beta    alpha   beta    alpha   beta    alpha   beta    alpha   beta    alpha   beta
 1s     0.9994  0.9995  0.9994  0.9995  1.0001  1.0002  1.0001  1.0002  0.9990  0.9988  0.9996  0.9996
 2s     0.7871  0.7431  0.7874  0.7435  0.9887  0.9635  0.9888  0.9636  0.5145  0.6249  0.6174  0.6270
 2px    0.8991  0.6516  0.4593  0.4446  0.9664  0.4591  0.5566  0.5599  0.2639  0.3175  0.4845  0.4883
 2pz    0.5021  0.4644  0.9412  0.6718  0.5974  0.5471  1.0054  0.4441  0.2243  0.9163  0.5993  0.6096
 2py    0.6012  0.5706  0.6015  0.5704  0.9282  0.9214  0.9299  0.9226  0.3647  0.3696  0.3611  0.3899
 3s    -0.0232 -0.0233 -0.0232 -0.0233 -0.0082 -0.0062 -0.0082 -0.0063 -0.0152 -0.0235 -0.0139 -0.0147
 3px   -0.0414 -0.0167  0.0268  0.0273 -0.0235 -0.0007 -0.0071 -0.0057  0.0415  0.0413  0.0184  0.0178
 3pz    0.0192  0.0219 -0.0493 -0.0225 -0.0085 -0.0054 -0.0248 -0.0004 -0.0009 -0.0739 -0.0061 -0.0145
 3py   -0.0290 -0.0300 -0.0290 -0.0300 -0.0086 -0.0087 -0.0085 -0.0086  0.0572  0.0542  0.0181  0.0173
 Total  3.7145  3.3810  3.7141  3.3814  4.4320  3.8702  4.4322  3.8694  2.4488  3.2251  3.0783  3.1204
 Total      7.0955          7.0954          8.3022          8.3016          5.6739          6.1988

Charge     -0.0955         -0.0954         -0.3022         -0.3016          0.3261         -0.1988

              C3              C4              H1              H2              H3              H4
         alpha   beta    alpha   beta    alpha   beta    alpha   beta    alpha   beta    alpha   beta
 1s     0.9990  0.9988  0.9996  0.9996  0.3725  0.3556  0.3795  0.3559  0.3718  0.3554  0.3795  0.3557
 2s     0.5135  0.6237  0.6179  0.6275  0.0258  0.0291  0.0240  0.0263  0.0259  0.0292  0.0240  0.0263
 2px    0.2308  0.8645  0.5816  0.5903  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
 2pz    0.2581  0.3693  0.5025  0.5081  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
 2py    0.3647  0.3695  0.3597  0.3888  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
 3s    -0.0153 -0.0236 -0.0139 -0.0148  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
 3px    0.0043 -0.0611 -0.0025 -0.0101  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
 3pz    0.0367  0.0290  0.0142  0.0129  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
 3py    0.0569  0.0540  0.0180  0.0173  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
 Total  2.4487  3.2240  3.0772  3.1196  0.3982  0.3847  0.4035  0.3822  0.3977  0.3846  0.4035  0.3821
 Total      5.6726          6.1968          0.7829          0.7857          0.7822          0.7856

Charge      0.3274         -0.1968          0.2171          0.2143          0.2178          0.2144

 Total electronic charge=  104.000000

 Total            charge=    0.000000






Input



Mulliken charges per center and basis function type
---------------------------------------------------

         NI      O1      O2      O3      N1      N2      N3      N4      H1      H2      H3      H4
1s     2.0000  1.9999  1.9999  1.9999  1.9995  1.9997  1.9994  1.9995  0.4561  0.4383  0.4917  0.4675
2s     2.0000  1.7951  1.7842  1.7536  1.5053  1.6854  1.4693  1.5481  0.1113  0.0864  0.1101  0.0884
2px    2.0000  1.3616  1.9376  1.9929  1.7571  1.5823  1.2592  1.2697  0.0000  0.0000  0.0000  0.0000
2pz    2.0000  2.0015  1.3465  1.3185  1.2384  1.2549  1.7401  1.6762  0.0000  0.0000  0.0000  0.0000
2py    2.0000  1.7052  1.7718  1.7470  1.2960  1.3519  1.2639  1.2803  0.0000  0.0000  0.0000  0.0000
3s     1.9995 -0.0248 -0.0138 -0.0137 -0.0224 -0.0252 -0.0178 -0.0191  0.0000  0.0000  0.0000  0.0000
3px    1.9987 -0.0217 -0.0019 -0.0024  0.0130  0.0167 -0.0034  0.0018  0.0000  0.0000  0.0000  0.0000
3pz    1.9989  0.0012 -0.0128 -0.0158 -0.0030  0.0086  0.0185  0.0176  0.0000  0.0000  0.0000  0.0000
3py    1.9990 -0.0099 -0.0028 -0.0066 -0.0013  0.0149 -0.0045  0.0008  0.0000  0.0000  0.0000  0.0000
4s     0.2375  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2+   1.0961  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1+   1.9868  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d0    1.0351  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1-   1.9867  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2-   1.9142  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4px    0.1075  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4pz    0.1245  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4py    0.0650  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5s     0.0829  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2+   0.0195  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1+   0.0130  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d0    0.0312  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1-   0.0126  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2-   0.0233  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5px   -0.0015  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5pz   -0.0001  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5py   -0.0004  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2+  -0.0010  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d0    0.0046  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1-  -0.0004  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2-   0.0040  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
Total 26.7372  8.8080  8.8087  8.7734  7.7826  7.8891  7.7246  7.7749  0.5675  0.5248  0.6018  0.5559

N-E    1.2628 -0.8080 -0.8087 -0.7734 -0.7826 -0.8891 -0.7246 -0.7749  0.4325  0.4752  0.3982  0.4441

         H5      H6      H7      H8      H9      H10     H11     H12     H13     H14     H15     H16
1s     0.5102  0.4735  0.6513  0.6425  0.5985  0.5966  0.6005  0.6186  0.6152  0.6036  0.6314  0.6273
2s     0.1148  0.0919  0.0926  0.0449  0.0861  0.0584  0.0450  0.0255  0.0855  0.0734  0.0994  0.0836
2px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
2pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
2py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d0    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d0    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d0    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
Total  0.6249  0.5654  0.7439  0.6874  0.6846  0.6550  0.6455  0.6441  0.7008  0.6769  0.7307  0.7109

N-E    0.3751  0.4346  0.2561  0.3126  0.3154  0.3450  0.3545  0.3559  0.2992  0.3231  0.2693  0.2891

         H17     H18
1s     0.6182  0.6238
2s     0.0767  0.0626
2px    0.0000  0.0000
2pz    0.0000  0.0000
2py    0.0000  0.0000
3s     0.0000  0.0000
3px    0.0000  0.0000
3pz    0.0000  0.0000
3py    0.0000  0.0000
4s     0.0000  0.0000
3d2+   0.0000  0.0000
3d1+   0.0000  0.0000
3d0    0.0000  0.0000
3d1-   0.0000  0.0000
3d2-   0.0000  0.0000
4px    0.0000  0.0000
4pz    0.0000  0.0000
4py    0.0000  0.0000
5s     0.0000  0.0000
4d2+   0.0000  0.0000
4d1+   0.0000  0.0000
4d0    0.0000  0.0000
4d1-   0.0000  0.0000
4d2-   0.0000  0.0000
5px    0.0000  0.0000
5pz    0.0000  0.0000
5py    0.0000  0.0000
5d2+   0.0000  0.0000
5d1+   0.0000  0.0000
5d0    0.0000  0.0000
5d1-   0.0000  0.0000
5d2-   0.0000  0.0000
Total  0.6949  0.6864

N-E    0.3051  0.3136

Total electronic charge=   96.000000

Total            charge=    2.000000






Output text



<comment class="example.output" id="mulliken">
         <module cmlx:templateRef="mulliken.charges">
            <scalar dataType="xsd:double" dictRef="m:electcharge">96.000000</scalar>
            <scalar dataType="xsd:double" dictRef="cc:charge">2.000000</scalar>
            <array dataType="xsd:string" delimiter="|" dictRef="m:center" size="26">NI|O1|O2|O3|N1|N2|N3|N4|H1|H2|H3|H4|H5|H6|H7|H8|H9|H10|H11|H12|H13|H14|H15|H16|H17|H18</array>
            <array dataType="xsd:string" dictRef="m:basis" size="96">1s 2s 2px 2pz 2py 3s 3px 3pz 3py 4s 3d2+ 3d1+ 3d0 3d1- 3d2- 4px 4pz 4py 5s 4d2+ 4d1+ 4d0 4d1- 4d2- 5px 5pz 5py 5d2+ 5d1+ 5d0 5d1- 5d2- 1s 2s 2px 2pz 2py 3s 3px 3pz 3py 4s 3d2+ 3d1+ 3d0 3d1- 3d2- 4px 4pz 4py 5s 4d2+ 4d1+ 4d0 4d1- 4d2- 5px 5pz 5py 5d2+ 5d1+ 5d0 5d1- 5d2- 1s 2s 2px 2pz 2py 3s 3px 3pz 3py 4s 3d2+ 3d1+ 3d0 3d1- 3d2- 4px 4pz 4py 5s 4d2+ 4d1+ 4d0 4d1- 4d2- 5px 5pz 5py 5d2+ 5d1+ 5d0 5d1- 5d2-</array>
            <array dataType="xsd:double" dictRef="m:totalmulliken" size="26">26.7372 8.8080 8.8087 8.7734 7.7826 7.8891 7.7246 7.7749 0.5675 0.5248 0.6018 0.5559 0.6249 0.5654 0.7439 0.6874 0.6846 0.6550 0.6455 0.6441 0.7008 0.6769 0.7307 0.7109 0.6949 0.6864</array>
            <array dataType="xsd:double" dictRef="m:nminuse" size="26">1.2628 -0.8080 -0.8087 -0.7734 -0.7826 -0.8891 -0.7246 -0.7749 0.4325 0.4752 0.3982 0.4441 0.3751 0.4346 0.2561 0.3126 0.3154 0.3450 0.3545 0.3559 0.2992 0.3231 0.2693 0.2891 0.3051 0.3136</array>
            <matrix cols="26" dataType="xsd:double" dictRef="m:values" rows="32">2.0000 1.9999 1.9999 1.9999 1.9995 1.9997 1.9994 1.9995 0.4562 0.4385 0.4913 0.4671 0.5099 0.4732 0.6512 0.6423 0.5988 0.5970 0.6006 0.6187 0.6152 0.6036 0.6316 0.6276 0.6185 0.6242 2.0000 1.7956 1.7842 1.7536 1.5060 1.6872 1.4701 1.5493 0.1113 0.0864 0.1102 0.0884 0.1148 0.0919 0.0925 0.0449 0.0860 0.0583 0.0450 0.0255 0.0855 0.0733 0.0993 0.0835 0.0766 0.0625 2.0000 1.3612 1.9379 1.9931 1.7593 1.5844 1.2588 1.2692 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 2.0000 2.0016 1.3469 1.3189 1.2380 1.2545 1.7427 1.6790 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 2.0000 1.7069 1.7725 1.7475 1.2960 1.3517 1.2638 1.2801 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.9984 -0.0246 -0.0135 -0.0136 -0.0223 -0.0252 -0.0178 -0.0190 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.9990 -0.0216 -0.0018 -0.0023 0.0131 0.0167 -0.0034 0.0019 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.9992 0.0015 -0.0127 -0.0156 -0.0029 0.0088 0.0186 0.0177 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.9992 -0.0096 -0.0025 -0.0063 -0.0012 0.0151 -0.0044 0.0009 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.2355 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.1038 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.9944 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.0393 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.9943 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 1.9168 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.1022 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.1196 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0618 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0790 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0141 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0051 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0252 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0047 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0169 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0015 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0001 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0004 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0002 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0005 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0054 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0001 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0047 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</matrix>
         </module>
    </comment>






Output text



<comment class="example.output" id="mulliken2">
        <module cmlx:templateRef="mulliken.charges">
            <scalar dataType="xsd:double" dictRef="m:electcharge">104.000000</scalar>
            <scalar dataType="xsd:double" dictRef="cc:charge">0.000000</scalar>
            <array dataType="xsd:string" delimiter="|" dictRef="m:center" size="12">N1|N2|O1|O2|C1|C2|C3|C4|H1|H2|H3|H4</array>
            <array dataType="xsd:string" dictRef="m:basis" size="9">1s 2s 2px 2pz 2py 3s 3px 3pz 3py</array>
            <array dataType="xsd:double" dictRef="m:totalab" size="24">3.7145 3.3810 3.7141 3.3814 4.4320 3.8702 4.4322 3.8694 2.4488 3.2251 3.0783 3.1204 2.4487 3.2240 3.0772 3.1196 0.3982 0.3847 0.4035 0.3822 0.3977 0.3846 0.4035 0.3821</array>
            <array dataType="xsd:double" dictRef="m:totalmulliken" size="12">7.0955 7.0954 8.3022 8.3016 5.6739 6.1988 5.6726 6.1968 0.7829 0.7857 0.7822 0.7856</array>
            <array dataType="xsd:double" dictRef="m:charge" size="12">-0.0955 -0.0954 -0.3022 -0.3016 0.3261 -0.1988 0.3274 -0.1968 0.2171 0.2143 0.2178 0.2144</array>
            <matrix cols="24" dataType="xsd:double" dictRef="m:values" rows="9">0.9994 0.9995 0.9994 0.9995 1.0001 1.0002 1.0001 1.0002 0.9990 0.9988 0.9996 0.9996 0.9990 0.9988 0.9996 0.9996 0.3725 0.3556 0.3795 0.3559 0.3718 0.3554 0.3795 0.3557 0.7871 0.7431 0.7874 0.7435 0.9887 0.9635 0.9888 0.9636 0.5145 0.6249 0.6174 0.6270 0.5135 0.6237 0.6179 0.6275 0.0258 0.0291 0.0240 0.0263 0.0259 0.0292 0.0240 0.0263 0.8991 0.6516 0.4593 0.4446 0.9664 0.4591 0.5566 0.5599 0.2639 0.3175 0.4845 0.4883 0.2308 0.8645 0.5816 0.5903 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.5021 0.4644 0.9412 0.6718 0.5974 0.5471 1.0054 0.4441 0.2243 0.9163 0.5993 0.6096 0.2581 0.3693 0.5025 0.5081 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.6012 0.5706 0.6015 0.5704 0.9282 0.9214 0.9299 0.9226 0.3647 0.3696 0.3611 0.3899 0.3647 0.3695 0.3597 0.3888 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0232 -0.0233 -0.0232 -0.0233 -0.0082 -0.0062 -0.0082 -0.0063 -0.0152 -0.0235 -0.0139 -0.0147 -0.0153 -0.0236 -0.0139 -0.0148 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0414 -0.0167 0.0268 0.0273 -0.0235 -0.0007 -0.0071 -0.0057 0.0415 0.0413 0.0184 0.0178 0.0043 -0.0611 -0.0025 -0.0101 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0192 0.0219 -0.0493 -0.0225 -0.0085 -0.0054 -0.0248 -0.0004 -0.0009 -0.0739 -0.0061 -0.0145 0.0367 0.0290 0.0142 0.0129 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0290 -0.0300 -0.0290 -0.0300 -0.0086 -0.0087 -0.0085 -0.0086 0.0572 0.0542 0.0181 0.0173 0.0569 0.0540 0.0180 0.0173 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</matrix>
      </module>
    </comment>






Template definition



<templateList>  <template id="mullikencharges" pattern="\s*Mulliken\scharges\sper\scenter\sand\sbasis\sfunction\stype.*" pattern2="\s*Mulliken\scharges\sper\scentre\sand\sbasis\sfunction\stype\s*" endPattern="\s*Total\selectronic\scharge.*" endPattern2="\s*Total\s*charge.*">    <templateList>      <template id="section_alpha_beta" pattern="\s{10,}\S.*$\s*alpha.*" endPattern="\s*Total.*" repeat="*">        <record>{1_12A,m:center}</record>        <record />        <record repeat="*">{A,m:basis}{1_12F,m:valueab}</record>        <transform process="addAttribute" xpath=".//cml:array" name="header" value="$string(..//cml:scalar[@dictRef='m:basis'])" />
                </template>      <template id="section" pattern="\s{10,}\S.*$\s*[0-9].*" endPattern="\s*Total.*" repeat="*">        <record>{1_12A,m:center}</record>        <record repeat="*">{A,m:basis}{1_12F,m:value}</record>        <transform process="addAttribute" xpath=".//cml:array" name="header" value="$string(..//cml:scalar[@dictRef='m:basis'])" />
                </template>      <template id="total_alpha_beta" pattern="\s*Total\s*-?[0-9].*$\s*Total\s*-?[0-9].*" endPattern=".*" endPattern2="~" endOffset="1" repeat="*">        <record>\s*Total{1_12F,m:totalab}</record>        <record>\s*Total{1_12F,m:totalmulliken}</record>
                </template>      <template id="total" pattern="\s*Total\s*-?[0-9].*" endPattern=".*" endPattern2="~" endOffset="1" repeat="*">        <record>\s*Total{1_12F,m:totalmulliken}</record>
                </template>      <template id="charge" pattern="\s*Charge.*" endPattern=".*" endPattern2="~" repeat="*">        <record>\s*Charge{1_12F,m:charge}</record>
                </template>      <template id="nminuse" pattern="\s*N-E.*" endPattern=".*" endPattern2="~" repeat="*">        <record>\s*N-E{1_12F,m:nminuse}</record>
                </template>
            </templateList>
        </template>  <template pattern="\s*Total\selectronic\scharge.*" endPattern=".*" endPattern2="~">    <record>\s*Total\selectronic\scharge={F,m:electcharge}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template pattern="\s*Total\s*charge.*" endPattern=".*" endPattern2="~">    <record>\s*Total\s*charge={F,cc:charge}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <transform process="joinArrays" xpath=".//cml:array" key="$string(@header)" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='m:center']" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='m:totalab']" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='m:totalmulliken']" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='m:charge']" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='m:nminuse']" />  <transform process="move" xpath=".//cml:array[@dictRef='m:value']" to="." />  <transform process="move" xpath=".//cml:array[@dictRef='m:valueab']" to="." />  <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:value']" dictRef="m:values" />  <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:valueab']" dictRef="m:values" />  <transform process="delete" xpath="(.//cml:module[@cmlx:templateRef='section']/cml:list[descendant::cml:scalar[@dictRef='m:basis']])[position() != 1]" />  <transform process="delete" xpath="(.//cml:module[@cmlx:templateRef='section_alpha_beta']/cml:list[descendant::cml:scalar[@dictRef='m:basis']])[position() != 1]" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:basis']" />
    </templateList>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:module" />
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	mulliken.spin



	name

	Mulliken spin population



	pattern

	\s*Mulliken\sspin\spopulation\sper\scenter\sand\sbasis\sfunction\stype.*



	endPattern

	~



	endOffset

	1



	repeat

	*



	xml:base

	modules/mulliken/mulliken.spin.xml







Input



Mulliken spin population per center and basis function type
---------------------------------------------------

         NI      O1      O2      O3      N1      N2      N3      N4      H1      H2      H3      H4
1s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0007  0.0008  0.0001  0.0001
2s     0.0000  0.0039  0.0004  0.0004  0.0016  0.0076  0.0023  0.0038 -0.0001 -0.0001 -0.0001  0.0000
2px    0.0000  0.0000  0.0006  0.0009  0.0053  0.0102  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
2pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0105  0.0106  0.0000  0.0000  0.0000  0.0000
2py    0.0000  0.0083  0.0005  0.0006 -0.0001 -0.0001  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3s     0.0000 -0.0023 -0.0004 -0.0004 -0.0009 -0.0022 -0.0011 -0.0014  0.0000  0.0000  0.0000  0.0000
3px    0.0000  0.0000 -0.0005 -0.0006 -0.0008 -0.0001  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000 -0.0018 -0.0015  0.0000  0.0000  0.0000  0.0000
3py    0.0000 -0.0020 -0.0003 -0.0004  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4s     0.0008  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2+   0.8875  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1+  -0.0002  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d0    0.9505  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2-   0.0715  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4px    0.0006  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4pz    0.0001  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4py    0.0013  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5s     0.0003  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2+   0.0105  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1+   0.0009  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d0    0.0133  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1-   0.0008  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2-   0.0021  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2+   0.0013  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1+  -0.0003  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d0    0.0016  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1-  -0.0002  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2-  -0.0002  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
Total  1.9422  0.0079  0.0003  0.0005  0.0051  0.0155  0.0100  0.0116  0.0006  0.0008  0.0000  0.0000

         H5      H6      H7      H8      H9      H10     H11     H12     H13     H14     H15     H16
1s     0.0001  0.0001  0.0008  0.0039  0.0000  0.0001  0.0000  0.0000  0.0000  0.0000  0.0001  0.0002
2s    -0.0001 -0.0001  0.0001  0.0000  0.0000  0.0001  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
2px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
2pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
2py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d0    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d1-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
3d2-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5s     0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d0    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d1-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
4d2-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5px    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5pz    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5py    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1+   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d0    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d1-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
5d2-   0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
Total -0.0001  0.0000  0.0009  0.0039  0.0001  0.0001  0.0000  0.0000  0.0000  0.0000  0.0001  0.0003

         H17     H18
1s     0.0000  0.0001
2s     0.0001  0.0001
2px    0.0000  0.0000
2pz    0.0000  0.0000
2py    0.0000  0.0000
3s     0.0000  0.0000
3px    0.0000  0.0000
3pz    0.0000  0.0000
3py    0.0000  0.0000
4s     0.0000  0.0000
3d2+   0.0000  0.0000
3d1+   0.0000  0.0000
3d0    0.0000  0.0000
3d1-   0.0000  0.0000
3d2-   0.0000  0.0000
4px    0.0000  0.0000
4pz    0.0000  0.0000
4py    0.0000  0.0000
5s     0.0000  0.0000
4d2+   0.0000  0.0000
4d1+   0.0000  0.0000
4d0    0.0000  0.0000
4d1-   0.0000  0.0000
4d2-   0.0000  0.0000
5px    0.0000  0.0000
5pz    0.0000  0.0000
5py    0.0000  0.0000
5d2+   0.0000  0.0000
5d1+   0.0000  0.0000
5d0    0.0000  0.0000
5d1-   0.0000  0.0000
5d2-   0.0000  0.0000
Total  0.0001  0.0001

Total electronic spin=    2.000000






Output text



<comment class="example.output" id="mulliken.spin">
        <module cmlx:templateRef="mulliken.spin">
            <scalar dataType="xsd:double" dictRef="m:electspin">2.000000</scalar>
            <array dataType="xsd:string" delimiter="|" dictRef="m:center" size="26">NI|O1|O2|O3|N1|N2|N3|N4|H1|H2|H3|H4|H5|H6|H7|H8|H9|H10|H11|H12|H13|H14|H15|H16|H17|H18</array>
            <array dataType="xsd:string" dictRef="m:basis" size="96">1s 2s 2px 2pz 2py 3s 3px 3pz 3py 4s 3d2+ 3d1+ 3d0 3d1- 3d2- 4px 4pz 4py 5s 4d2+ 4d1+ 4d0 4d1- 4d2- 5px 5pz 5py 5d2+ 5d1+ 5d0 5d1- 5d2- 1s 2s 2px 2pz 2py 3s 3px 3pz 3py 4s 3d2+ 3d1+ 3d0 3d1- 3d2- 4px 4pz 4py 5s 4d2+ 4d1+ 4d0 4d1- 4d2- 5px 5pz 5py 5d2+ 5d1+ 5d0 5d1- 5d2- 1s 2s 2px 2pz 2py 3s 3px 3pz 3py 4s 3d2+ 3d1+ 3d0 3d1- 3d2- 4px 4pz 4py 5s 4d2+ 4d1+ 4d0 4d1- 4d2- 5px 5pz 5py 5d2+ 5d1+ 5d0 5d1- 5d2-</array>
            <array dataType="xsd:double" dictRef="m:totalmulliken" size="26">1.9392 0.0084 0.0004 0.0006 0.0054 0.0167 0.0104 0.0122 0.0006 0.0007 0.0000 0.0000 0.0000 0.0000 0.0008 0.0036 0.0001 0.0001 0.0000 0.0000 0.0000 0.0001 0.0001 0.0003 0.0001 0.0001</array>
            <matrix cols="26" dataType="xsd:double" dictRef="m:values" rows="32">0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0007 0.0008 0.0001 0.0001 0.0001 0.0001 0.0006 0.0035 0.0000 0.0001 0.0000 0.0000 0.0000 0.0000 0.0001 0.0002 0.0000 0.0001 0.0000 0.0038 0.0004 0.0004 0.0016 0.0079 0.0023 0.0038 -0.0001 -0.0001 -0.0001 0.0000 -0.0001 -0.0001 0.0002 0.0001 0.0000 0.0001 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0001 0.0000 0.0000 0.0000 0.0006 0.0009 0.0056 0.0113 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0109 0.0112 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0087 0.0005 0.0006 -0.0001 -0.0001 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0021 -0.0003 -0.0004 -0.0009 -0.0021 -0.0010 -0.0013 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0004 -0.0005 -0.0009 -0.0002 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0018 -0.0015 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 -0.0020 -0.0003 -0.0004 -0.0001 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0006 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.8867 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0002 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.9522 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0003 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0752 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0005 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0001 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0011 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0003 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0069 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0095 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0005 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0021 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0027 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0001 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</matrix>
        </module>
    </comment>






Template definition



<templateList>  <template id="mullikencharges" pattern="\s*Mulliken\sspin\spopulation\sper\scenter\sand\sbasis\sfunction\stype.*" endPattern="\s*Total\selectronic\sspin.*" endPattern2="\s*Total\s*charge.*">    <templateList>      <template id="section" pattern="\s{10,}\S.*" endPattern="\s*Total.*" repeat="*">        <record>{1_12A,m:center}</record>        <record repeat="*">{A,m:basis}{1_12F,m:value}</record>        <transform process="addAttribute" xpath=".//cml:array" name="header" value="$string(..//cml:scalar[@dictRef='m:basis'])" />
                </template>      <template id="total" pattern="\s*Total\s*-?[0-9].*" endPattern=".*" endPattern2="~" repeat="*">        <record>\s*Total{1_12F,m:totalmulliken}</record>
                </template>
            </templateList>
        </template>  <template pattern="\s*Total\selectronic\sspin.*" endPattern=".*" endPattern2="~">    <record>\s*Total\selectronic\sspin={F,m:electspin}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template pattern="\s*Total\s*charge.*" endPattern=".*" endPattern2="~">    <record>\s*Total\s*charge={F,cc:charge}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <transform process="joinArrays" xpath=".//cml:array" key="$string(@header)" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='m:center']" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='m:totalmulliken']" />  <transform process="move" xpath=".//cml:array[@dictRef='m:value']" to="." />  <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:value']" dictRef="m:values" />  <transform process="delete" xpath="(.//cml:module[@cmlx:templateRef='section']/cml:list[descendant::cml:scalar[@dictRef='m:basis']])[position() != 1]" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:basis']" />
    </templateList>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:module" />
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symmetry


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	symmetry



	name

	Symmetry information



	pattern

	\s*\+\+\s*Symmetry\sinformation.*



	pattern2

	\s*\-\-\-\s*Group\sGenerators\s*\-\-\-\s*



	endPattern

	\s*\-\-\s*



	endPattern2

	\s{10,}\S+.*$\s{0,5}\S+.*



	endPattern3

	~



	endOffset

	1



	repeat

	*



	xml:base

	modules/symmetry.xml







Input



++    Symmetry information:
---------------------

              --- Group Generators ---
              Reflection in the yz-plane
              Reflection in the xz-plane
              Reflection in the xy-plane

              Character Table for D2h

                       E   s(yz) s(xz) C2(z) s(xy) C2(y) C2(x)   i
              ag       1     1     1     1     1     1     1     1
              b3u      1    -1     1    -1     1    -1     1    -1  x
              b2u      1     1    -1    -1     1     1    -1    -1  y
              b1g      1    -1    -1     1     1    -1    -1     1  xy, Rz
              b1u      1     1     1     1    -1    -1    -1    -1  z
              b2g      1    -1     1    -1    -1     1    -1     1  xz, Ry
              b3g      1     1    -1    -1    -1    -1     1     1  yz, Rx
              au       1    -1    -1     1    -1     1     1    -1  I
--






Output text



<comment class="example.output" id="symmetry">
         <module cmlx:templateRef="symmetry">
            <scalar dataType="xsd:string" dictRef="m:symmdesc">Reflection in the yz-plane</scalar>
            <scalar dataType="xsd:string" dictRef="m:symmdesc">Reflection in the xz-plane</scalar>
            <scalar dataType="xsd:string" dictRef="m:symmdesc">Reflection in the xy-plane</scalar>
            <module cmlx:templateRef="charactertable">
               <list dictRef="m:symelemexample">
                  <scalar dataType="xsd:string" dictRef="m:symelemexample" />
                  <scalar dataType="xsd:string" dictRef="m:symelemexample">x</scalar>
                  <scalar dataType="xsd:string" dictRef="m:symelemexample">y</scalar>
                  <scalar dataType="xsd:string" dictRef="m:symelemexample">xy, Rz</scalar>
                  <scalar dataType="xsd:string" dictRef="m:symelemexample">z</scalar>
                  <scalar dataType="xsd:string" dictRef="m:symelemexample">xz, Ry</scalar>
                  <scalar dataType="xsd:string" dictRef="m:symelemexample">yz, Rx</scalar>
                  <scalar dataType="xsd:string" dictRef="m:symelemexample">I</scalar>
               </list>
               <scalar dataType="xsd:string" dictRef="m:symmelemdesc">D2h</scalar>
               <array dataType="xsd:string" dictRef="m:symmelementrow" size="8">E s(yz) s(xz) C2(z) s(xy) C2(y) C2(x) i</array>
               <array dataType="xsd:string" dictRef="m:irreductiblerepcol" size="8">ag b3u b2u b1g b1u b2g b3g au</array>

               <matrix cols="8" dataType="xsd:integer" dictRef="m:characters" rows="8">1 1 1 1 1 1 1 1 1 -1 1 -1 1 -1 1 -1 1 1 -1 -1 1 1 -1 -1 1 -1 -1 1 1 -1 -1 1 1 1 1 1 -1 -1 -1 -1 1 -1 1 -1 -1 1 -1 1 1 1 -1 -1 -1 -1 1 1 1 -1 -1 1 -1 1 1 -1</matrix>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\-\-\-\s*Group\sGenerators\s*\-\-\-\s*" endPattern="\s*">    <record />    <record repeat="*">{X,m:symmdesc}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template id="charactertable" pattern="\s*Character\sTable\sfor.*" endPattern=".*\S\s*$\s*" endPattern2="\s{10,}\S+.*$\s{0,5}\S+.*" endPattern3="~" endOffset="1">    <record>\s*Character\sTable\sfor{X,m:symmelemdesc}</record>    <record />    <record>{1_20A,m:symmelementrow}</record>    <record repeat="*">{A,m:irreductiblerepcol}{1_20I,m:characters}{X,m:symelemexample}</record>
        </template>
    </templateList>
<transform process="createArray" xpath=".//cml:module[@cmlx:templateRef='charactertable']" from=".//cml:scalar[@dictRef='m:irreductiblerepcol']" />
<transform process="createMatrix" xpath=".//cml:module[@cmlx:templateRef='charactertable']" from=".//cml:array[@dictRef='m:characters']" dictRef="m:characters" />
<transform process="addChild" xpath=".//cml:module[@cmlx:templateRef='charactertable']" elementName="cml:list" dictRef="m:symelemexample" />
<transform process="move" xpath=".//cml:scalar[@dictRef='m:symelemexample']" to=".//cml:module[@cmlx:templateRef='charactertable']/cml:list[@dictRef='m:symelemexample']" />
<transform process="move" xpath=".//cml:scalar[@dictRef='m:symmelemdesc']" to=".//cml:module[@cmlx:templateRef='charactertable']" />
<transform process="move" xpath=".//cml:array" to=".//cml:module[@cmlx:templateRef='charactertable']" />
<transform process="move" xpath=".//cml:matrix" to=".//cml:module[@cmlx:templateRef='charactertable']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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properties



	root

	mol.props








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	properties



	pattern

	\s*Expectation\svalues\sof\svarious\sproperties.*



	pattern2

	\s*(?:\+\+)?\s*Molecular\s[Pp]roperties:.*



	endPattern

	\s*\-\-\s*



	endPattern2

	.*ZZ=.*$\s*((?!In).)+



	endPattern3

	~



	repeat

	*



	endOffset

	1



	xml:base

	modules/properties/properties.xml







Comment



   Expectation values of various properties:
   -----------------------------------------
...
--






Input



      Expectation values of various properties for root number: 1
      -----------------------------------------------------------



++       Molecular Properties:
      ---------------------


      Dipole Moment (Debye):
      Origin of the operator (Ang)=    0.0000    0.0000    0.0000
                     X=    0.0000               Y=    0.0417               Z=    0.0000           Total=    0.0417
      Quadrupole Moment (Debye*Ang):
      Origin of the operator (Ang)=    0.0000   -0.0011    0.0000
                    XX= -100.0019              XY=    0.0000              XZ=   -8.0446              YY=  -37.1367
                    YZ=    0.0000              ZZ=  -96.3868
      In traceless form (Debye*Ang)
                    XX=  -33.2401              XY=    0.0000              XZ=  -12.0670              YY=   61.0576
                    YZ=    0.0000              ZZ=  -27.8175
--






Output text



<comment class="example.output" id="properties">
        <module cmlx:templateRef="properties">
            <scalar dataType="xsd:integer" dictRef="m:rootnumber">1</scalar>
            <module cmlx:templateRef="mol.props">
               <list cmlx:templateRef="dipole">
                  <array dataType="xsd:double" dictRef="m:dipole" size="3">0.0000 0.0417 0.0000</array>
                  <scalar dataType="xsd:double" dictRef="m:total">0.0417</scalar>
                  <array dataType="xsd:double" dictRef="m:operatororig" size="3">0.0000 0.0000 0.0000</array>
               </list>
               <list cmlx:templateRef="quadrupole">
                  <array dataType="xsd:double" dictRef="m:quadvalue" size="6">-100.0019 0.0000 -8.0446 -37.1367 0.0000 -96.3868</array>
                  <array dataType="xsd:double" dictRef="m:operatororig" size="3">0.0000 -0.0011 0.0000</array>
                  <array dataType="xsd:double" dictRef="m:quadtracevalue" size="6">-33.2401 0.0000 -12.0670 61.0576 0.0000 -27.8175</array>
               </list>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <xi:include href="modules/properties/prop.root.xml" />  <xi:include href="modules/properties/mol.props.xml" />
    </templateList>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='m:rootnumber']" repeat="2" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='root']" />
<transform process="addChild" id="root" xpath="." elementName="cml:scalar" dictRef="m:rootnumber" value="$string((preceding-sibling::cml:module[@cmlx:templateRef='caspt2.root'])[last()]//cml:scalar/text())" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='m:rootnumber' and not(text())]" />
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root


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	root



	pattern

	\s*Expectation\svalues\sof\svarious\sproperties\sfor\sroot\snumber.*



	endPattern

	.*



	xml:base

	modules/properties/prop.root.xml







Comment



Expectation values of various properties for root number: 1






Template definition



<record>\s*Expectation\svalues\sof\svarious\sproperties\sfor\sroot\snumber:{I,m:rootnumber}</record>
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mol.props


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	mol.props



	name

	Molecular properties



	pattern

	\s*(?:\+\+)?\s*Molecular\s[Pp]roperties:.*



	pattern2

	\s*Charge.*



	pattern3

	\s*Dipole\sMoment.*



	endPattern

	\s*\-\-\s*



	endPattern2

	~



	repeat

	*



	xml:base

	modules/properties/mol.props.xml







Input



++    Molecular properties:
      ---------------------

      Charge (e):
                      =   -0.0000
      Dipole Moment (Debye):
      Origin of the operator (Ang)=    0.0000    0.0000    0.0000
                     X=    0.0000               Y=    0.0000               Z=    0.0000           Total=    0.0000
      Quadrupole Moment (Debye*Ang):
      Origin of the operator (Ang)=    0.0000    0.0000    0.0000
                    XX=  -92.8211              XY=    0.0000              XZ=    0.0000              YY= -101.7054
                    YZ=    0.0000              ZZ= -128.7810
      In traceless form (Debye*Ang)
                    XX=   22.4221              XY=    0.0000              XZ=    0.0000              YY=    9.0956
                    YZ=    0.0000              ZZ=  -31.5177
--






Output text



<comment class="example.output" id="mol.props">
         <module cmlx:templateRef="mol.props">
           <scalar dataType="xsd:double" dictRef="cc:charge">-0.0000</scalar>
           <list cmlx:templateRef="dipole">
              <array dataType="xsd:double" dictRef="m:dipole" size="3">0.0000 0.0000 0.0000</array>
              <scalar dataType="xsd:double" dictRef="m:total">0.0000</scalar>
              <array dataType="xsd:double" dictRef="m:operatororig" size="3">0.0000 0.0000 0.0000</array>
           </list>
           <list cmlx:templateRef="quadrupole">
              <array dataType="xsd:double" dictRef="m:quadvalue" size="6">-92.8211 0.0000 0.0000 -101.7054 0.0000 -128.7810</array>
              <array dataType="xsd:double" dictRef="m:operatororig" size="3">0.0000 0.0000 0.0000</array>
              <array dataType="xsd:double" dictRef="m:quadtracevalue" size="6">22.4221 0.0000 0.0000 9.0956 0.0000 -31.5177</array>
           </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="charge" name="Charge" pattern="\s*Charge.*" endPattern=".*[0-9]\s*" endOffset="1">    <record />    <record>\s*={F,cc:charge}</record>
        </template>  <template id="dipole" name="Dipole/Quadripole moment" pattern="\s*Dipole\sMoment.*" endPattern="\s*" endPattern2="~">    <record />    <record>\s*Origin\sof\sthe\soperator\s\(Ang\)=\s*{3F,m:operatororig}</record>    <record id="dipole">\s*X={E,m:dipole}Y={E,m:dipole}Z={E,m:dipole}Total={E,m:total}</record>    <record />    <record>\s*Origin\sof\sthe\soperator\s\(Ang\)=\s*{3F,m:operatororig}</record>    <record id="quadrupole">\s*XX={E,m:quadvalue}XY={E,m:quadvalue}XZ={E,m:quadvalue}YY={E,m:quadvalue}</record>    <record id="quadrupole">\s*YZ={E,m:quadvalue}ZZ={E,m:quadvalue}</record>    <record />    <record id="quadrupole">\s*XX={E,m:quadtracevalue}XY={E,m:quadtracevalue}XZ={E,m:quadtracevalue}YY={E,m:quadtracevalue}</record>    <record id="quadrupole">\s*YZ={E,m:quadtracevalue}ZZ={E,m:quadtracevalue}</record>
        </template>  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:dipole']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:quadvalue']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:quadtracevalue']" />  <transform process="move" xpath="(.//cml:array[@dictRef='m:operatororig'])[1]" to=".//cml:list[@cmlx:templateRef='dipole']" />  <transform process="move" xpath="(.//cml:array[@dictRef='m:operatororig'])[2]" to="(.//cml:list[@cmlx:templateRef='quadrupole'])[1]" />  <transform process="move" xpath=".//cml:array[@dictRef='m:quadtracevalue']" to="(.//cml:list[@cmlx:templateRef='quadrupole'])[1]" />  <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='dipole' or @cmlx:templateRef='quadrupole']/cml:list/*" />  <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:charge']" repeat="2" />  <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='dipole']" repeat="1" />  <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='quadrupole']" repeat="1" />  <transform process="delete" xpath=".//cml:list[count(*) = 0]" />  <transform process="delete" xpath=".//cml:list[count(*) = 0]" />  <transform process="delete" xpath=".//cml:module[count(*) = 0]" />

    </templateList>
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loprop


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	loprop



	name

	LoProp population analysis



	pattern

	\s*LoProp\spopulation\sAnalysis\sfor\sroot\snumber.*



	pattern2

	\s*LoProp\sCharges\sper\scenter.*



	endPattern

	\s*Total.*$\s*$\s{0,10}\S+.*



	endPattern2

	\s*\-\-\s*



	endOffset

	1



	repeat

	*



	xml:base

	modules/loprop.xml







Input



LoProp population Analysis for root number: 1
-----------------------------------------------


LoProp Charges per center


             N1       N2       O1       O2       C1       C2       C3       C4       H1       H2
Nuclear      7.0000   7.0000   8.0000   8.0000   6.0000   6.0000   6.0000   6.0000   1.0000   1.0000
Electronic  -6.7339  -6.7346  -8.5323  -8.5324  -5.8535  -6.1062  -5.8540  -6.1068  -0.8480  -0.8520

Total        0.2661   0.2654  -0.5323  -0.5324   0.1465  -0.1062   0.1460  -0.1068   0.1520   0.1480


             H3       H4
Nuclear      1.0000   1.0000
Electronic  -0.8479  -0.8523

Total        0.1521   0.1477

Natural Bond Order Analysis for root number: 1






Input



.. warning::






Current template has input comments defined but it’s output is missing, please notify software developers.





Template definition



<template pattern="\s*LoProp\spopulation\sAnalysis\sfor\sroot\snumber.*" endPattern=".*">  <record>\s*LoProp\spopulation\sAnalysis\sfor\sroot\snumber:{I,m:rootnumber}</record>
    </template>
<template pattern="\s*{15,}\S+.*$\s*Nuclear.*" endPattern="\s*Total.*" endOffset="1" repeat="*">  <record>{1_15A,m:label}</record>  <record>\s*Nuclear{1_15F,m:lopropnuclear}</record>  <record>\s*Electronic{1_15F,m:lopropelec}</record>  <record>\s*Total{1_15F,m:loproptotal}</record>
    </template>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='m:rootnumber']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='m:label']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='m:lopropnuclear']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='m:lopropelec']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='m:loproptotal']" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:array" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	extras



	name

	Extra lines



	pattern

	\s*Type\sof\s+Fock\soperator\sto\suse.*



	endPattern

	\s*



	repeat

	*



	xml:base

	modules/extras.xml







Input



Type of  Fock operator to use: STANDARD
Type of HZERO operator to use: NON-STANDARD IPEA
Extra imaginary denominator shift SHIFTI=      0.30000000
Non-standard "IP-EA" denominator shift IPEAshift=      0.00000000
The CANONICAL keyword was not used in the RASSCF program.
Therefore, input orbitals should be transformed.
The input orbitals and the CI vector will be transformed.






Input



Type of  Fock operator to use: STANDARD
Type of HZERO operator to use: STANDARD IPEA
Extra denominator shift SHIFT=      0.05000000
The CANONICAL keyword was not used in the RASSCF program.
Therefore, input orbitals should be transformed.
The input orbitals and the CI vector will be transformed.






Output text



<comment class="example.output" id="extras">
        <module cmlx:templateRef="extras">
            <scalar dataType="xsd:string" dictRef="m:fockoperator">STANDARD</scalar>
            <scalar dataType="xsd:string" dictRef="m:hzerooperator">NON-STANDARD IPEA</scalar>
            <scalar dataType="xsd:double" dictRef="m:shifti">0.30000000</scalar>
            <scalar dataType="xsd:double" dictRef="m:ipeashift">0.00000000</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="extras2">
        <module cmlx:templateRef="extras">
            <scalar dataType="xsd:string" dictRef="m:fockoperator">STANDARD</scalar>
            <scalar dataType="xsd:string" dictRef="m:hzerooperator">STANDARD IPEA</scalar>
            <scalar dataType="xsd:double" dictRef="m:shift">0.05000000</scalar>
        </module>
    </comment>






Template definition



<template pattern="\s*Type\sof\s+Fock\soperator\sto\suse:\s.*" endPattern=".*" endPattern2="~">  <record>\s*Type\sof\s+Fock\soperator\sto\suse:{X,m:fockoperator}</record>
    </template>
<template pattern="\s*Type\sof\sHZERO\soperator\sto\suse:\s.*" endPattern=".*" endPattern2="~">  <record>\s*Type\sof\sHZERO\soperator\sto\suse:\s{X,m:hzerooperator}</record>
    </template>
<template pattern="\s*Extra\simaginary\sdenominator\sshift\sSHIFTI=.*" endPattern=".*" endPattern2="~">  <record>\s*Extra\simaginary\sdenominator\sshift\sSHIFTI={F,m:shifti}</record>
    </template>
<template pattern="\s*Non-standard\s.IP-EA.\sdenominator\sshift\sIPEAshift=.*" endPattern=".*" endPattern2="~">  <record>\s*Non-standard\s.IP-EA.\sdenominator\sshift\sIPEAshift={F,m:ipeashift}</record>
    </template>
<template pattern="\s*Extra\sdenominator\sshift\sSHIFT=.*" endPattern=".*" endPattern2="~">  <record>\s*Extra\sdenominator\sshift\sSHIFT={F,m:shift}</record>
    </template>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	multicaspt2



	name

	Multi-state caspt2 sections



	pattern

	\s*MULTI-STATE\sCASPT2\sSECTION.*



	endPattern

	\s*\*{20,}.*



	repeat

	*



	xml:base

	modules/caspt2/multicaspt2.xml







Input



  MULTI-STATE CASPT2 SECTION
--------------------------------------------------------------------------------

  Output diagonal energies have been shifted. Add   -2189.00000000000

  Effective Hamiltonian matrix (Symmetric):

                1               2               3               4               5
  1        -0.95924664
  2        -0.00029180     -0.95546752
  3        -0.00018887     -0.00012086     -0.95190023
  4         0.00002403      0.00021317      0.00005831     -0.91308010
  5        -0.00066584      0.00017263     -0.00583328     -0.00020086     -0.90919311
  6        -0.00022470     -0.00425668     -0.00067317      0.00142680      0.00081104
  7        -0.00275248     -0.00185426     -0.00070732      0.00069866      0.00061499
  8        -0.00153172      0.00139802      0.00022494     -0.00056091      0.00001442
  9        -0.00382876      0.00069748      0.00019030      0.00035112      0.00044072
 10        -0.00091129     -0.00179997      0.00028100      0.00000536      0.00144478
 11         0.00008973     -0.00211666      0.00012593      0.00004666     -0.00282182
 12        -0.00065849     -0.00038632     -0.00038650     -0.00055712      0.00001588
 13        -0.00024421      0.00094751      0.00000415     -0.00010243      0.00034155

                6               7               8               9              10
  6        -0.90049562
  7        -0.00137587     -0.90261299
  8         0.00322702     -0.00364490     -0.90199874
  9         0.00054740      0.00171405      0.00220185     -0.88680543
 10         0.00119814      0.00055954      0.00021542      0.00056434     -0.88780355
 11         0.00013823     -0.00135117     -0.00065158      0.00159921     -0.00342043
 12         0.00056467     -0.00076122     -0.00033970      0.00033176      0.00007268
 13         0.00265919     -0.00297161      0.00413949      0.00029605      0.00032038

               11              12              13
 11        -0.88596502
 12         0.00024187     -0.89400080
 13         0.00044418     -0.00082835     -0.88396600

  Energies and eigenvectors:

   -2189.95968493  -2189.95602343  -2189.95268620  -2189.91338192  -2189.90892385

      -0.99160913      0.09601181      0.03887011     -0.00142409     -0.00543199
      -0.09316903     -0.98932961      0.04755202     -0.02198437      0.01151394
      -0.04119058     -0.04286650     -0.98912899      0.00671068     -0.12893482
       0.00192938      0.00828509      0.00084772     -0.98356919     -0.09448026
      -0.01603572      0.00006375     -0.13248123     -0.07565259      0.97123017
      -0.00968582     -0.07878736     -0.00733349      0.13127581     -0.09110553
      -0.05174689     -0.03050501     -0.00883803      0.05171791     -0.08575323
      -0.02464604      0.02920754      0.00380146     -0.07124628      0.01664260
      -0.04875067      0.01670576      0.00565990      0.01547584     -0.01763263
      -0.01350697     -0.02489397      0.00914829     -0.00532823     -0.03751129
      -0.00268065     -0.03176705     -0.00205108     -0.00894075      0.11345011
      -0.01111120     -0.00458871     -0.00578169     -0.03171065     -0.01071373
      -0.00215646      0.01350517     -0.00024895      0.00067636     -0.01909555

   -2189.90667757  -2189.90216932  -2189.89844148  -2189.89385917  -2189.89059234

       0.04368698     -0.01873721      0.00957111      0.00432223      0.00997741
      -0.00774591     -0.08050600     -0.02346594      0.00538200     -0.04905455
       0.00511363     -0.03441248     -0.00043137      0.00790060      0.00650564
       0.05153062      0.13854382      0.02851916      0.02642700      0.00013591
      -0.00731073      0.12669155      0.00745980     -0.01158461     -0.03886290
       0.20457025      0.68881049      0.62643628     -0.11906878      0.07480076
      -0.63764926      0.59406481     -0.40171214      0.12225045     -0.04809125
      -0.71793279     -0.33404626      0.53411316     -0.05752906     -0.06652196
       0.14396326     -0.05114109     -0.04898119      0.02314198     -0.28551437
      -0.00279859     -0.09275066     -0.05582917      0.06747373      0.74671332
      -0.07898466      0.02501944     -0.01818858      0.06945678      0.57970840
      -0.06298349      0.00605909     -0.16546853     -0.97810328      0.07472637
       0.02201446      0.07679687     -0.35523221      0.00516527     -0.05350930

   -2189.88591587  -2189.88271763  -2189.88146204

       0.05802649      0.00345258      0.01010881
       0.00688199     -0.00651217     -0.00724033
       0.00087824      0.00999883     -0.00209072
      -0.01513434      0.00120207      0.00010627
      -0.03701957     -0.11831531      0.00262337
      -0.03852081     -0.06285315     -0.18485996
      -0.12693557     -0.02243452      0.17756441
      -0.06388651     -0.05660409     -0.25663299
      -0.91398371      0.15252480     -0.17417753
      -0.31870190     -0.56763760      0.00586773
      -0.03204907      0.77915780     -0.17272268
      -0.05201963      0.02861890      0.03902695
       0.18065716     -0.15749827     -0.89807730

  THE ORIGINAL CI ARRAYS ARE NOW MIXED AS LINEAR
  COMBINATIONS, GIVEN BY THE EIGENVECTORS.
  A NEW JOBIPH FILE NAMED 'JOBMIX' IS PREPARED.
********************************************************************************






Input



********************************************************************************
  MULTI-STATE CASPT2 SECTION
--------------------------------------------------------------------------------

  Output diagonal energies have been shifted. Add   -741.000000000000

  Effective Hamiltonian matrix (Symmetric):

                1               2               3               4               5
  1        -0.15945227
  2         0.00142922      0.03836877
  3         0.00148404     -0.01134618      0.02239270
  4        -0.00060037      0.00417400      0.00094443      0.08247087
  5        -0.00035465      0.00853446     -0.00016769     -0.01447031      0.07653251
  6        -0.00619529     -0.00220523     -0.01377546      0.00874649     -0.01871907

                6
  6         0.08086502

       Total MS-CASPT2 energies:
::    MS-CASPT2 Root  1     Total energy:   -741.15963375
::    MS-CASPT2 Root  2     Total energy:   -740.98641939
::    MS-CASPT2 Root  3     Total energy:   -740.96033385
::    MS-CASPT2 Root  4     Total energy:   -740.93667844
::    MS-CASPT2 Root  5     Total energy:   -740.92462959
::    MS-CASPT2 Root  6     Total energy:   -740.89112737

       Eigenvectors:
            0.99961375     -0.00422420      0.01068273      0.01438919      0.01431476
           -0.00752419     -0.43391149      0.81728889     -0.36213541      0.10166258
           -0.00669306     -0.87608589     -0.37351594      0.25722968      0.14030238
            0.00194605      0.06616268     -0.14868520     -0.25774477      0.79974157
            0.00391121      0.01247138     -0.35553801     -0.71550040      0.08699198
            0.02553152     -0.19910663     -0.20951378     -0.47340320     -0.56799725
            0.01511382
            0.04717770
            0.08403982
           -0.51719676
            0.59490626
           -0.60751725

  THE ORIGINAL CI ARRAYS ARE NOW MIXED AS LINEAR
  COMBINATIONS, GIVEN BY THE EIGENVECTORS.
  A NEW JOBIPH FILE NAMED 'JOBMIX' IS PREPARED.
********************************************************************************






Output text



<comment class="example.output" id="multicaspt2">
        <module cmlx:templateRef="multicaspt2">
            <scalar dataType="xsd:double" dictRef="m:diagonalenershift">-2189.00000000000</scalar>
            <module cmlx:templateRef="hamiltonianmatrix">
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="1">-0.95924664</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="2">-0.00029180 -0.95546752</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="3">-0.00018887 -0.00012086 -0.95190023</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="4">0.00002403 0.00021317 0.00005831 -0.91308010</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00066584 0.00017263 -0.00583328 -0.00020086 -0.90919311</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00022470 -0.00425668 -0.00067317 0.00142680 0.00081104</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00275248 -0.00185426 -0.00070732 0.00069866 0.00061499</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00153172 0.00139802 0.00022494 -0.00056091 0.00001442</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00382876 0.00069748 0.00019030 0.00035112 0.00044072</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00091129 -0.00179997 0.00028100 0.00000536 0.00144478</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">0.00008973 -0.00211666 0.00012593 0.00004666 -0.00282182</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00065849 -0.00038632 -0.00038650 -0.00055712 0.00001588</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00024421 0.00094751 0.00000415 -0.00010243 0.00034155</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="1">-0.90049562</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="2">-0.00137587 -0.90261299</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="3">0.00322702 -0.00364490 -0.90199874</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="4">0.00054740 0.00171405 0.00220185 -0.88680543</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">0.00119814 0.00055954 0.00021542 0.00056434 -0.88780355</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">0.00013823 -0.00135117 -0.00065158 0.00159921 -0.00342043</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">0.00056467 -0.00076122 -0.00033970 0.00033176 0.00007268</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">0.00265919 -0.00297161 0.00413949 0.00029605 0.00032038</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="1">-0.88596502</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="2">0.00024187 -0.89400080</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="3">0.00044418 -0.00082835 -0.88396600</array>
            </module>
            <module cmlx:templateRef="eigenvectors">
               <array dataType="xsd:double" dictRef="m:rootenergy" size="5">-2189.95968493 -2189.95602343 -2189.95268620 -2189.91338192 -2189.90892385</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">-0.99160913 -0.09316903 -0.04119058 0.00192938 -0.01603572 -0.00968582 -0.05174689 -0.02464604 -0.04875067 -0.01350697 -0.00268065 -0.01111120 -0.00215646</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.09601181 -0.98932961 -0.04286650 0.00828509 0.00006375 -0.07878736 -0.03050501 0.02920754 0.01670576 -0.02489397 -0.03176705 -0.00458871 0.01350517</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.03887011 0.04755202 -0.98912899 0.00084772 -0.13248123 -0.00733349 -0.00883803 0.00380146 0.00565990 0.00914829 -0.00205108 -0.00578169 -0.00024895</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">-0.00142409 -0.02198437 0.00671068 -0.98356919 -0.07565259 0.13127581 0.05171791 -0.07124628 0.01547584 -0.00532823 -0.00894075 -0.03171065 0.00067636</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">-0.00543199 0.01151394 -0.12893482 -0.09448026 0.97123017 -0.09110553 -0.08575323 0.01664260 -0.01763263 -0.03751129 0.11345011 -0.01071373 -0.01909555</array>
               <array dataType="xsd:double" dictRef="m:rootenergy" size="5">-2189.90667757 -2189.90216932 -2189.89844148 -2189.89385917 -2189.89059234</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.04368698 -0.00774591 0.00511363 0.05153062 -0.00731073 0.20457025 -0.63764926 -0.71793279 0.14396326 -0.00279859 -0.07898466 -0.06298349 0.02201446</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">-0.01873721 -0.08050600 -0.03441248 0.13854382 0.12669155 0.68881049 0.59406481 -0.33404626 -0.05114109 -0.09275066 0.02501944 0.00605909 0.07679687</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.00957111 -0.02346594 -0.00043137 0.02851916 0.00745980 0.62643628 -0.40171214 0.53411316 -0.04898119 -0.05582917 -0.01818858 -0.16546853 -0.35523221</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.00432223 0.00538200 0.00790060 0.02642700 -0.01158461 -0.11906878 0.12225045 -0.05752906 0.02314198 0.06747373 0.06945678 -0.97810328 0.00516527</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.00997741 -0.04905455 0.00650564 0.00013591 -0.03886290 0.07480076 -0.04809125 -0.06652196 -0.28551437 0.74671332 0.57970840 0.07472637 -0.05350930</array>
               <array dataType="xsd:double" dictRef="m:rootenergy" size="3">-2189.88591587 -2189.88271763 -2189.88146204</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.05802649 0.00688199 0.00087824 -0.01513434 -0.03701957 -0.03852081 -0.12693557 -0.06388651 -0.91398371 -0.31870190 -0.03204907 -0.05201963 0.18065716</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.00345258 -0.00651217 0.00999883 0.00120207 -0.11831531 -0.06285315 -0.02243452 -0.05660409 0.15252480 -0.56763760 0.77915780 0.02861890 -0.15749827</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="13">0.01010881 -0.00724033 -0.00209072 0.00010627 0.00262337 -0.18485996 0.17756441 -0.25663299 -0.17417753 0.00586773 -0.17272268 0.03902695 -0.89807730</array>
            </module>
         </module>
    </comment>






Output text



<comment class="example.output" id="multicaspt2_2">
            <module cmlx:templateRef="multicaspt2">
            <scalar dataType="xsd:double" dictRef="m:diagonalenershift">-741.000000000000</scalar>
            <module cmlx:templateRef="hamiltonianmatrix">
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="1">-0.15945227</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="2">0.00142922 0.03836877</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="3">0.00148404 -0.01134618 0.02239270</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="4">-0.00060037 0.00417400 0.00094443 0.08247087</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00035465 0.00853446 -0.00016769 -0.01447031 0.07653251</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="5">-0.00619529 -0.00220523 -0.01377546 0.00874649 -0.01871907</array>
               <array dataType="xsd:double" dictRef="cc:hamiltonian" size="1">0.08086502</array>
            </module>
            <module cmlx:templateRef="ms-caspt2">
               <array dataType="xsd:integer" dictRef="m:root" size="6">1 2 3 4 5 6</array>
               <array dataType="xsd:double" dictRef="m:mscaspt2energy" size="6">-741.15963375 -740.98641939 -740.96033385 -740.93667844 -740.92462959 -740.89112737</array>
            </module>
            <module cmlx:templateRef="eigenvectors">
               <array dataType="xsd:double" dictRef="m:eigenvector" size="12">0.99961375 -0.00752419 -0.00669306 0.00194605 0.00391121 0.02553152 0.01511382 0.04717770 0.08403982 -0.51719676 0.59490626 -0.60751725</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="6">-0.00422420 -0.43391149 -0.87608589 0.06616268 0.01247138 -0.19910663</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="6">0.01068273 0.81728889 -0.37351594 -0.14868520 -0.35553801 -0.20951378</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="6">0.01438919 -0.36213541 0.25722968 -0.25774477 -0.71550040 -0.47340320</array>
               <array dataType="xsd:double" dictRef="m:eigenvector" size="6">0.01431476 0.10166258 0.14030238 0.79974157 0.08699198 -0.56799725</array>
            </module>
         </module>

    </comment>






Template definition



<templateList>  <template pattern="\s*Output\sdiagonal\senergies\shave\sbeen\sshifted\.\sAdd.*" endPattern=".*">    <record>\s*Output\sdiagonal\senergies\shave\sbeen\sshifted\.\sAdd{F,m:diagonalenershift}</record>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='m:diagonalenershift']" repeat="2" />
        </template>  <template id="hamiltonianmatrix" pattern="\s*Effective\sHamiltonian\smatrix\s\(Symmetric\):.*" endPattern="\s*$\s*[a-zA-Z].*">    <record repeat="2" />    <templateList>      <template pattern="\s{14,}[0-9].*" endPattern="\s*" endPattern2="~" repeat="*">        <record />        <record repeat="*">{I,cc:dummy}{1_6F,cc:hamiltonian}</record>
                </template>
            </templateList>    <transform process="move" xpath=".//cml:array" to="." />    <transform process="delete" xpath=".//cml:list" />    <transform process="delete" xpath=".//cml:module" />
        </template>  <template id="eigenvectors" pattern="\s*Energies\sand\seigenvectors:.*" endPattern="\s*[a-zA-Z].*">    <record />    <templateList>      <template pattern="\s+\S+.*$\s*" endPattern=".*\S+$.*\S+$\s*" endOffset="2" repeat="*">        <record>{1_5F,m:rootenergy}</record>        <record />        <templateList>          <template pattern="(\s+\S+){5}\s*" endPattern="~">            <record repeat="*">{F,m:eigenvector1}\s+{F,m:eigenvector2}\s+{F,m:eigenvector3}\s+{F,m:eigenvector4}\s+{F,m:eigenvector5}</record>
                        </template>          <template pattern="(\s+\S+){4}\s*" endPattern="~">            <record repeat="*">{F,m:eigenvector1}\s+{F,m:eigenvector2}\s+{F,m:eigenvector3}\s+{F,m:eigenvector4}</record>
                        </template>          <template pattern="(\s+\S+){3}\s*" endPattern="~">            <record repeat="*">{F,m:eigenvector1}\s+{F,m:eigenvector2}\s+{F,m:eigenvector3}</record>
                        </template>          <template pattern="(\s+\S+){2}\s*" endPattern="~">            <record repeat="*">{F,m:eigenvector1}\s+{F,m:eigenvector2}</record>
                        </template>          <template pattern="(\s+\S+){1}\s*" endPattern="~">            <record repeat="*">{F,m:eigenvector1}</record>
                        </template>
                    </templateList>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector1']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector2']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector3']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector4']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector5']" dictRef="m:eigenvector" />
                </template>
            </templateList>    <transform process="move" xpath=".//cml:array" to="." />    <transform process="delete" xpath=".//cml:list" />    <transform process="delete" xpath=".//cml:module" />
        </template>  <template id="eigenvectors" pattern="\s*Eigenvectors:.*" endPattern="\s*[a-zA-Z].*" endPattern2="~">    <record />    <templateList>      <template id="section" pattern="\s+\S+.*" endPattern=".*\S+$.*\S+$\s*" endOffset="2" repeat="*">        <templateList>          <template pattern="(\s+\S+){5}\s*" endPattern=".*" endPattern2="~" repeat="*">            <record>{F,m:eigenvector1}\s+{F,m:eigenvector2}\s+{F,m:eigenvector3}\s+{F,m:eigenvector4}\s+{F,m:eigenvector5}</record>
                        </template>          <template pattern="(\s+\S+){4}\s*" endPattern=".*" endPattern2="~" repeat="*">            <record>{F,m:eigenvector1}\s+{F,m:eigenvector2}\s+{F,m:eigenvector3}\s+{F,m:eigenvector4}</record>
                        </template>          <template pattern="(\s+\S+){3}\s*" endPattern=".*" endPattern2="~" repeat="*">            <record>{F,m:eigenvector1}\s+{F,m:eigenvector2}\s+{F,m:eigenvector3}</record>
                        </template>          <template pattern="(\s+\S+){2}\s*" endPattern=".*" endPattern2="~" repeat="*">            <record>{F,m:eigenvector1}\s+{F,m:eigenvector2}</record>
                        </template>          <template pattern="(\s+\S+){1}\s*" endPattern=".*" endPattern2="~" repeat="*">            <record>{F,m:eigenvector1}</record>
                        </template>
                    </templateList>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector1']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector2']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector3']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector4']" dictRef="m:eigenvector" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:eigenvector5']" dictRef="m:eigenvector" />
                </template>
            </templateList>    <transform process="move" xpath=".//cml:array" to="." />    <transform process="delete" xpath=".//cml:list" />    <transform process="delete" xpath=".//cml:module" />
        </template>  <transform process="delete" xpath=".//cml:list[count(*)=0]" />  <transform process="delete" xpath=".//cml:module[count(*)=0]" />  <template id="ms-caspt2" pattern="\s*Total\sMS-CASPT2\senergies.*" endPattern="\s*">    <record />    <record makeArray="true" repeat="*">.*MS-CASPT2\sRoot{I,m:root}Total\senergy:{F,m:mscaspt2energy}</record>    <transform process="move" xpath=".//cml:array" to="." />    <transform process="delete" xpath=".//cml:list" />
        </template>

    </templateList>
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	final.caspt2



	name

	Final CASPT2 result



	pattern

	\s*FINAL\sCASPT2\sRESULT:.*



	endPattern

	\+\+\sDenominators



	endPattern2

	\s{0,4}\S.*



	repeat

	*



	xml:base

	modules/caspt2/final.caspt2.xml







Input



FINAL CASPT2 RESULT:

    Reference energy:        -190.6773098467
    E2 (Non-variational):      -0.6061449426
    Shift correction:          -0.0021160684
    E2 (Variational):          -0.6082610111
    Total energy:            -191.2855708577
    Residual norm:              0.0000004726
    Reference weight:           0.82136

    Contributions to the CASPT2 correlation energy
    Active & Virtual Only:         -0.1862740836
    One Inactive Excited:          -0.2303322543
    Two Inactive Excited:          -0.1895386047






Output text



<comment class="example.output" id="final.caspt2">
        <module cmlx:templateRef="final.caspt2">
           <scalar dataType="xsd:double" dictRef="m:referener">-190.6773098467</scalar>
           <scalar dataType="xsd:double" dictRef="m:nonvare2">-0.6061449426</scalar>
           <scalar dataType="xsd:double" dictRef="m:shiftcorr">-0.0021160684</scalar>
           <scalar dataType="xsd:double" dictRef="m:vare2">-0.6082610111</scalar>
           <scalar dataType="xsd:double" dictRef="m:totalenergy">-191.2855708577</scalar>
           <scalar dataType="xsd:double" dictRef="m:residualnorm">0.0000004726</scalar>
           <scalar dataType="xsd:double" dictRef="m:refweight">0.82136</scalar>
           <scalar dataType="xsd:double" dictRef="m:activevirt">-0.1862740836</scalar>
           <scalar dataType="xsd:double" dictRef="m:oneeinactive">-0.2303322543</scalar>
           <scalar dataType="xsd:double" dictRef="m:twoinactive">-0.1895386047</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Reference\senergy:.*" endPattern=".*" endPattern2="~">    <record>\s*Reference\senergy:{F,m:referener}</record>
        </template>  <template pattern="\s*E2\s\(Non-variational\):.*" endPattern=".*" endPattern2="~">    <record>\s*E2\s\(Non-variational\):{F,m:nonvare2}</record>
        </template>  <template pattern="\s*Shift\scorrection:.*" endPattern=".*" endPattern2="~">    <record>\s*Shift\scorrection:{F,m:shiftcorr}</record>
        </template>  <template pattern="\s*E2\s\(Variational\):.*" endPattern=".*" endPattern2="~">    <record>\s*E2\s\(Variational\):{F,m:vare2}</record>
        </template>  <template pattern="\s*Total\senergy:.*" endPattern=".*" endPattern2="~">    <record>\s*Total\senergy:{F,m:totalenergy}</record>
        </template>  <template pattern="\s*Residual\snorm:.*" endPattern=".*" endPattern2="~">    <record>\s*Residual\snorm:{F,m:residualnorm}</record>
        </template>  <template pattern="\s*Reference\sweight:.*" endPattern=".*" endPattern2="~">    <record>\s*Reference\sweight:{F,m:refweight}</record>
        </template>  <template pattern="\s*Active.*Virtual\sOnly:.*" endPattern=".*" endPattern2="~">    <record>\s*Active.*Virtual Only:{F,m:activevirt}</record>
        </template>  <template pattern="\s*One\sInactive\sExcited:.*" endPattern=".*" endPattern2="~">    <record>\s*One\sInactive\sExcited:{F,m:oneeinactive}</record>
        </template>  <template pattern="\s*Two\sInactive\sExcited:.*" endPattern=".*" endPattern2="~">    <record>\s*Two\sInactive\sExcited:{F,m:twoinactive}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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	CML extraction template
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	spin.orbit



	name

	Spin orbit section



	pattern

	\s*\*\s*Spin-orbit\ssection.*



	endPattern

	\s*\*{20,}\s*$\s+\*\s+\*\s*



	offset

	-2



	xml:base

	modules/rassi/spin.orbit.xml







Input



     ****************************************************************************************************
     *                                                                                                  *
     *                                         Spin-orbit section                                       *
     *                                                                                                  *
     ****************************************************************************************************



  Eigenvalues of complex Hamiltonian:
  -----------------------------------

 (Shifted by EVAC (a.u.) =           -2000.0)

       Relative EVac(au)    Rel lowest level(eV)    D:o, cm**(-1)

  1     -189.87635916            0.000000               0.000
  2     -189.87635835            0.000022               0.177
  3     -189.87634518            0.000380               3.067
  4     -189.87633768            0.000584               4.713
  5     -189.87633499            0.000658               5.305
  6     -189.85714995            0.522709            4215.933
  7     -189.85714682            0.522794            4216.620
  8     -189.85713816            0.523030            4218.520
  9     -189.85712286            0.523446            4221.879
 10     -189.85712193            0.523472            4222.084
 11     -189.79305965            2.266695           18282.129
 12     -189.79305140            2.266919           18283.938
 13     -189.79298757            2.268656           18297.949
 14     -189.79292841            2.270266           18310.933
 15     -189.79291757            2.270561           18313.311
 16     -189.78964087            2.359725           19032.463
 17     -189.78963442            2.359900           19033.880
 18     -189.78948423            2.363987           19066.842
 19     -189.78941319            2.365920           19082.433
 20     -189.78938099            2.366796           19089.501
 21     -189.78484416            2.490250           20085.221
 22     -189.78483765            2.490427           20086.649
 23     -189.78477212            2.492210           20101.031
 24     -189.78472534            2.493483           20111.298
 25     -189.78471393            2.493794           20113.803

 Complex eigenvectors in basis of non-so eigenstates:
-----------------------------------------------------


    Energy (au)    -189.87635916     -189.87635835     -189.87634518     -189.87633768
 SFS  S     Ms           1                 2                 3                 4
  1  2.0  -2.0   ( 0.1930, 0.0508) ( 0.1651, 0.1577) ( 0.2285, 0.0547) (-0.6576, 0.1088)
  1  2.0  -1.0   ( 0.2885,-0.2890) (-0.0179, 0.5794) ( 0.2338, 0.5919) ( 0.1643, 0.1579)
  1  2.0   0.0   ( 0.7339, 0.2185) ( 0.4725,-0.0041) (-0.1564,-0.2340) (-0.0356,-0.0789)
  1  2.0   1.0   (-0.0835,-0.3997) ( 0.0280, 0.5790) (-0.4576,-0.4423) (-0.0099,-0.2276)
  1  2.0   2.0   ( 0.1893, 0.0631) ( 0.1624,-0.1605) (-0.0368, 0.2321) ( 0.5164,-0.4214)
  2  2.0  -2.0   (-0.0009,-0.0008) ( 0.0012, 0.0016) ( 0.0022, 0.0011) ( 0.0006,-0.0026)
  2  2.0  -1.0   ( 0.0027,-0.0024) ( 0.0001,-0.0027) (-0.0022, 0.0000) ( 0.0007, 0.0021)
  2  2.0   0.0   (-0.0032,-0.0010) ( 0.0044, 0.0000) (-0.0009,-0.0013) (-0.0006,-0.0012)
  2  2.0   1.0   (-0.0010,-0.0035) (-0.0001,-0.0027) (-0.0009, 0.0020) (-0.0011,-0.0019)
  2  2.0   2.0   (-0.0013, 0.0002) ( 0.0011,-0.0016) ( 0.0001, 0.0024) (-0.0023,-0.0012)
  3  2.0  -2.0   ( 0.0019, 0.0035) (-0.0054,-0.0011) (-0.0059, 0.0012) (-0.0019, 0.0000)
  3  2.0  -1.0   (-0.0041, 0.0095) (-0.0027, 0.0069) ( 0.0025, 0.0013) (-0.0015,-0.0057)
  3  2.0   0.0   ( 0.0085, 0.0025) (-0.0127, 0.0001) ( 0.0002, 0.0002) ( 0.0012, 0.0027)
  3  2.0   1.0   (-0.0018, 0.0102) ( 0.0028, 0.0069) (-0.0002,-0.0028) ( 0.0032, 0.0049)
  3  2.0   2.0   ( 0.0035,-0.0019) (-0.0054, 0.0012) ( 0.0034,-0.0050) ( 0.0013,-0.0014)
  4  2.0  -2.0   (-0.0021, 0.0008) ( 0.0015,-0.0037) (-0.0002,-0.0044) (-0.0004, 0.0003)
  4  2.0  -1.0   (-0.0038,-0.0035) (-0.0015,-0.0003) ( 0.0027, 0.0016) (-0.0032, 0.0022)
  4  2.0   0.0   ( 0.0012, 0.0004) ( 0.0021, 0.0000) ( 0.0051, 0.0076) ( 0.0011, 0.0024)
  4  2.0   1.0   ( 0.0051,-0.0008) ( 0.0015,-0.0003) (-0.0005,-0.0031) (-0.0038, 0.0010)
  4  2.0   2.0   (-0.0013,-0.0018) ( 0.0015, 0.0036) (-0.0040,-0.0018) ( 0.0005,-0.0001)
  5  2.0  -2.0   ( 0.0002, 0.0018) (-0.0021, 0.0012) (-0.0014, 0.0020) (-0.0010,-0.0041)
  5  2.0  -1.0   ( 0.0005, 0.0029) (-0.0022, 0.0012) (-0.0016, 0.0008) (-0.0004,-0.0007)
  5  2.0   0.0   ( 0.0014, 0.0004) (-0.0025, 0.0000) (-0.0005,-0.0007) ( 0.0002, 0.0003)
  5  2.0   1.0   (-0.0020, 0.0022) ( 0.0022, 0.0012) (-0.0013, 0.0012) ( 0.0003, 0.0008)
  5  2.0   2.0   ( 0.0012,-0.0014) (-0.0021,-0.0011) ( 0.0024,-0.0005) (-0.0024,-0.0034)

    Energy (au)    -189.87633499     -189.85714995     -189.85714682     -189.85713816
 SFS  S     Ms           5                 6                 7                 8
  1  2.0  -2.0   ( 0.6389, 0.0139) (-0.0019, 0.0023) (-0.0028,-0.0004) ( 0.0014,-0.0007)
  1  2.0  -1.0   (-0.1936,-0.0494) (-0.0001,-0.0020) ( 0.0025,-0.0007) (-0.0023, 0.0016)
  1  2.0   0.0   (-0.3094, 0.0863) ( 0.0011, 0.0005) (-0.0018, 0.0002) (-0.0015,-0.0004)
  1  2.0   1.0   ( 0.1401,-0.1425) ( 0.0015,-0.0013) (-0.0026,-0.0002) ( 0.0013, 0.0025)
  1  2.0   2.0   ( 0.5394,-0.3427) ( 0.0003,-0.0029) (-0.0026, 0.0009) ( 0.0010, 0.0012)
  2  2.0  -2.0   (-0.0006, 0.0027) ( 0.5299, 0.3423) (-0.0379, 0.6790) ( 0.1879,-0.0060)
  2  2.0  -1.0   (-0.0012,-0.0008) (-0.2156,-0.1491) ( 0.0726,-0.1754) ( 0.5760, 0.2159)
  2  2.0   0.0   (-0.0005, 0.0001) (-0.2368,-0.1001) (-0.0495, 0.0050) (-0.4037,-0.0953)
  2  2.0   1.0   ( 0.0007,-0.0013) ( 0.2571, 0.0507) (-0.1060,-0.1575) (-0.6117,-0.0645)
  2  2.0   2.0   (-0.0019,-0.0020) ( 0.6148, 0.1415) (-0.1719,-0.6579) ( 0.1654, 0.0894)
  3  2.0  -2.0   ( 0.0008,-0.0005) (-0.0010, 0.0029) (-0.0031, 0.0002) (-0.0010,-0.0016)
  3  2.0  -1.0   ( 0.0011, 0.0020) ( 0.0033, 0.0001) ( 0.0026, 0.0023) ( 0.0013, 0.0023)
  3  2.0   0.0   ( 0.0012,-0.0003) (-0.0021,-0.0009) (-0.0006, 0.0001) ( 0.0047, 0.0011)
  3  2.0   1.0   ( 0.0001, 0.0023) (-0.0024,-0.0023) (-0.0020, 0.0028) (-0.0022, 0.0015)
  3  2.0   2.0   ( 0.0010, 0.0000) ( 0.0014,-0.0028) (-0.0031, 0.0005) (-0.0016, 0.0010)
  4  2.0  -2.0   ( 0.0011,-0.0008) ( 0.0053,-0.0045) ( 0.0066, 0.0018) (-0.0046,-0.0028)
  4  2.0  -1.0   ( 0.0059,-0.0007) ( 0.0052, 0.0050) (-0.0016, 0.0047) ( 0.0064,-0.0025)
  4  2.0   0.0   (-0.0027, 0.0008) (-0.0043,-0.0018) ( 0.0023,-0.0002) ( 0.0108, 0.0026)
  4  2.0   1.0   (-0.0054, 0.0024) (-0.0072,-0.0002) ( 0.0025, 0.0042) (-0.0046,-0.0051)
  4  2.0   2.0   ( 0.0013, 0.0002) ( 0.0005, 0.0070) ( 0.0061,-0.0031) (-0.0054, 0.0005)
  5  2.0  -2.0   ( 0.0000, 0.0039) ( 0.0056,-0.0105) ( 0.0128, 0.0001) ( 0.0015,-0.0014)
  5  2.0  -1.0   (-0.0002,-0.0002) (-0.0047, 0.0007) (-0.0029,-0.0033) (-0.0003,-0.0062)
  5  2.0   0.0   ( 0.0005,-0.0001) ( 0.0023, 0.0010) ( 0.0000, 0.0000) (-0.0057,-0.0013)
  5  2.0   1.0   ( 0.0001,-0.0003) ( 0.0028, 0.0038) ( 0.0022,-0.0038) ( 0.0030,-0.0054)
  5  2.0   2.0   (-0.0020,-0.0033) (-0.0036, 0.0113) ( 0.0125,-0.0027) ( 0.0007, 0.0020)

    Energy (au)    -189.85712286     -189.85712193     -189.79305965     -189.79305140
 SFS  S     Ms           9                10                11                12
  1  2.0  -2.0   ( 0.0012, 0.0014) ( 0.0003,-0.0001) ( 0.0026, 0.0012) ( 0.0026,-0.0005)
  1  2.0  -1.0   (-0.0001,-0.0010) (-0.0001,-0.0039) (-0.0026, 0.0035) (-0.0008, 0.0048)
  1  2.0   0.0   ( 0.0052, 0.0005) (-0.0019, 0.0008) ( 0.0008, 0.0015) (-0.0002,-0.0072)
  1  2.0   1.0   ( 0.0003,-0.0010) (-0.0026,-0.0029) (-0.0044, 0.0000) (-0.0010,-0.0047)
  1  2.0   2.0   ( 0.0014,-0.0012) ( 0.0003,-0.0001) (-0.0006, 0.0028) (-0.0026,-0.0004)
  2  2.0  -2.0   ( 0.0396, 0.1890) ( 0.2409,-0.0917) (-0.0032, 0.0029) ( 0.0007, 0.0041)
  2  2.0  -1.0   (-0.0810, 0.6610) ( 0.1602,-0.2175) ( 0.0017, 0.0020) ( 0.0026,-0.0022)
  2  2.0   0.0   ( 0.1943, 0.0178) ( 0.7863,-0.3205) (-0.0012,-0.0023) ( 0.0000,-0.0011)
  2  2.0   1.0   (-0.0401, 0.6648) (-0.2666,-0.0435) (-0.0006,-0.0026) ( 0.0027, 0.0021)
  2  2.0   2.0   ( 0.0732,-0.1787) ( 0.2363,-0.1028) ( 0.0043,-0.0009) (-0.0004, 0.0041)
  3  2.0  -2.0   ( 0.0015,-0.0015) (-0.0008, 0.0010) ( 0.2490, 0.5081) ( 0.5861,-0.0532)
  3  2.0  -1.0   (-0.0011,-0.0004) (-0.0031,-0.0025) (-0.0236,-0.3872) (-0.2343,-0.2163)
  3  2.0   0.0   ( 0.0049, 0.0004) ( 0.0007,-0.0003) (-0.0631,-0.1244) ( 0.0065, 0.2523)
  3  2.0   1.0   ( 0.0011,-0.0002) ( 0.0005,-0.0040) ( 0.2987, 0.2476) (-0.2229, 0.2280)
  3  2.0   2.0   ( 0.0012, 0.0018) (-0.0013,-0.0002) ( 0.2632, 0.5010) (-0.5880,-0.0231)
  4  2.0  -2.0   ( 0.0017,-0.0054) (-0.0019,-0.0006) (-0.1038, 0.0506) ( 0.0039, 0.1163)
  4  2.0  -1.0   ( 0.0015, 0.0020) (-0.0059, 0.0030) ( 0.0576, 0.0029) ( 0.0392,-0.0560)
  4  2.0   0.0   (-0.0025,-0.0002) ( 0.0043,-0.0018) (-0.0134,-0.0263) ( 0.0003, 0.0127)
  4  2.0   1.0   (-0.0019, 0.0017) ( 0.0063,-0.0020) ( 0.0316,-0.0482) ( 0.0420, 0.0539)
  4  2.0   2.0   ( 0.0007, 0.0056) (-0.0009, 0.0017) ( 0.1021,-0.0539) ( 0.0021, 0.1164)
  5  2.0  -2.0   ( 0.0018, 0.0015) (-0.0006,-0.0047) ( 0.0085,-0.0187) (-0.0080,-0.0203)
  5  2.0  -1.0   ( 0.0062, 0.0007) ( 0.0016,-0.0002) (-0.0186,-0.0298) (-0.0268, 0.0185)
  5  2.0   0.0   (-0.0029,-0.0003) (-0.0012, 0.0005) ( 0.0175, 0.0345) ( 0.0006, 0.0231)
  5  2.0   1.0   (-0.0062,-0.0005) (-0.0013, 0.0010) ( 0.0131, 0.0326) (-0.0277,-0.0171)
  5  2.0   2.0   ( 0.0020,-0.0012) ( 0.0029, 0.0038) (-0.0201,-0.0042) ( 0.0069,-0.0207)

    Energy (au)    -189.79298757     -189.79292841     -189.79291757     -189.78964087
 SFS  S     Ms          13                14                15                16
  1  2.0  -2.0   ( 0.0034, 0.0022) ( 0.0027, 0.0037) (-0.0049, 0.0026) ( 0.0009, 0.0020)
  1  2.0  -1.0   (-0.0034,-0.0048) ( 0.0100, 0.0006) (-0.0070,-0.0005) ( 0.0003, 0.0039)
  1  2.0   0.0   (-0.0001, 0.0006) ( 0.0026, 0.0086) (-0.0032, 0.0114) (-0.0045,-0.0035)
  1  2.0   1.0   (-0.0049, 0.0032) ( 0.0080,-0.0061) (-0.0063,-0.0032) (-0.0038, 0.0008)
  1  2.0   2.0   (-0.0040, 0.0008) (-0.0002, 0.0046) ( 0.0028, 0.0048) ( 0.0021, 0.0004)
  2  2.0  -2.0   (-0.0022,-0.0005) (-0.0010,-0.0011) (-0.0002,-0.0021) ( 0.0028, 0.0048)
  2  2.0  -1.0   ( 0.0024,-0.0012) (-0.0010, 0.0030) ( 0.0027,-0.0002) ( 0.0028, 0.0034)
  2  2.0   0.0   ( 0.0008,-0.0041) (-0.0010,-0.0034) ( 0.0003,-0.0010) (-0.0063,-0.0048)
  2  2.0   1.0   ( 0.0018, 0.0020) (-0.0025,-0.0019) ( 0.0022, 0.0016) (-0.0040,-0.0018)
  2  2.0   2.0   ( 0.0022, 0.0003) ( 0.0002,-0.0015) ( 0.0013,-0.0018) ( 0.0053, 0.0015)
  3  2.0  -2.0   (-0.1962,-0.2915) ( 0.1121,-0.3336) ( 0.1474, 0.1718) ( 0.0183,-0.0312)
  3  2.0  -1.0   ( 0.2141,-0.4086) ( 0.3582,-0.2890) ( 0.3637, 0.4138) (-0.0082, 0.0138)
  3  2.0   0.0   (-0.1014, 0.5463) (-0.1628,-0.5350) (-0.1419, 0.5102) (-0.0052,-0.0040)
  3  2.0   1.0   ( 0.0532, 0.4582) ( 0.4585, 0.0406) ( 0.5252,-0.1666) (-0.0111, 0.0115)
  3  2.0   2.0   ( 0.2877,-0.2017) (-0.2789,-0.2147) (-0.2150, 0.0710) (-0.0253, 0.0259)
  4  2.0  -2.0   ( 0.0280,-0.0375) ( 0.0443, 0.0062) (-0.0217, 0.0050) (-0.3394,-0.1149)
  4  2.0  -1.0   ( 0.0480, 0.0214) (-0.0171, 0.0439) ( 0.0091, 0.0279) (-0.3688,-0.1477)
  4  2.0   0.0   ( 0.0065,-0.0349) (-0.0179,-0.0588) ( 0.0128,-0.0459) (-0.4980,-0.3808)
  4  2.0   1.0   ( 0.0525,-0.0027) (-0.0386,-0.0269) ( 0.0222,-0.0192) ( 0.2391, 0.3172)
  4  2.0   2.0   (-0.0127,-0.0450) (-0.0334, 0.0299) ( 0.0160, 0.0155) (-0.1999,-0.2975)
  5  2.0  -2.0   ( 0.0048,-0.0217) ( 0.0153,-0.0183) ( 0.0225, 0.0192) (-0.0184, 0.0634)
  5  2.0  -1.0   (-0.0013, 0.0445) (-0.0200,-0.0184) (-0.0148, 0.0206) (-0.0491, 0.0935)
  5  2.0   0.0   (-0.0091, 0.0489) ( 0.0072, 0.0236) ( 0.0109,-0.0390) ( 0.0052, 0.0040)
  5  2.0   1.0   ( 0.0148,-0.0420) (-0.0063, 0.0265) (-0.0020,-0.0253) (-0.0774, 0.0719)
  5  2.0   2.0   ( 0.0033,-0.0219) (-0.0229,-0.0067) (-0.0292, 0.0048) ( 0.0564,-0.0344)

    Energy (au)    -189.78963442     -189.78948423     -189.78941319     -189.78938099
 SFS  S     Ms          17                18                19                20
  1  2.0  -2.0   ( 0.0031,-0.0021) (-0.0015,-0.0022) ( 0.0024,-0.0002) ( 0.0025,-0.0019)
  1  2.0  -1.0   (-0.0002, 0.0028) ( 0.0053, 0.0036) ( 0.0019,-0.0008) ( 0.0014,-0.0015)
  1  2.0   0.0   ( 0.0030, 0.0019) ( 0.0026, 0.0015) (-0.0004, 0.0016) (-0.0043, 0.0024)
  1  2.0   1.0   (-0.0024, 0.0014) (-0.0058,-0.0028) ( 0.0013, 0.0016) (-0.0020, 0.0004)
  1  2.0   2.0   (-0.0006, 0.0037) (-0.0027,-0.0002) (-0.0021,-0.0012) ( 0.0029,-0.0012)
  2  2.0  -2.0   ( 0.0052,-0.0048) (-0.0026,-0.0042) ( 0.0014,-0.0060) (-0.0015,-0.0057)
  2  2.0  -1.0   ( 0.0012, 0.0032) ( 0.0099, 0.0023) ( 0.0043, 0.0028) ( 0.0050, 0.0001)
  2  2.0   0.0   (-0.0006,-0.0004) ( 0.0056, 0.0032) ( 0.0002,-0.0007) (-0.0081, 0.0046)
  2  2.0   1.0   (-0.0034, 0.0003) (-0.0069,-0.0074) ( 0.0051,-0.0006) (-0.0025, 0.0044)
  2  2.0   2.0   (-0.0021, 0.0068) (-0.0049,-0.0001) ( 0.0014,-0.0061) ( 0.0041, 0.0042)
  3  2.0  -2.0   (-0.0270,-0.0120) (-0.0108, 0.0422) ( 0.0028, 0.1218) ( 0.0775, 0.0804)
  3  2.0  -1.0   (-0.0281,-0.0120) (-0.0160, 0.0671) ( 0.0140,-0.0462) (-0.0357,-0.0560)
  3  2.0   0.0   ( 0.0511, 0.0323) ( 0.0061, 0.0035) (-0.0121, 0.0523) (-0.0119, 0.0067)
  3  2.0   1.0   ( 0.0229, 0.0202) (-0.0500, 0.0475) (-0.0077, 0.0477) (-0.0293,-0.0596)
  3  2.0   2.0   (-0.0225,-0.0192) ( 0.0311,-0.0306) (-0.0560, 0.1083) (-0.0286,-0.1079)
  4  2.0  -2.0   (-0.0758, 0.3512) ( 0.3040, 0.0668) ( 0.5890,-0.0062) ( 0.3707,-0.3362)
  4  2.0  -1.0   (-0.2292, 0.5437) ( 0.2888, 0.1462) (-0.3531,-0.0587) (-0.3971, 0.2714)
  4  2.0   0.0   ( 0.0591, 0.0373) (-0.6581,-0.3787) (-0.0075, 0.0325) ( 0.0010,-0.0006)
  4  2.0   1.0   (-0.3923, 0.4407) (-0.2715,-0.1762) (-0.3431,-0.1022) ( 0.4380,-0.1987)
  4  2.0   2.0   ( 0.2845,-0.2194) ( 0.2106, 0.2292) (-0.5265,-0.2639) ( 0.4797,-0.1425)
  5  2.0  -2.0   ( 0.0742, 0.0167) ( 0.0136,-0.0479) ( 0.0021,-0.0384) (-0.0120,-0.0182)
  5  2.0  -1.0   ( 0.0626, 0.0207) (-0.0054, 0.0261) ( 0.0057,-0.0321) (-0.0165,-0.0188)
  5  2.0   0.0   ( 0.0958, 0.0605) ( 0.0012, 0.0007) (-0.0178, 0.0772) (-0.0064, 0.0036)
  5  2.0   1.0   (-0.0456,-0.0476) (-0.0199, 0.0178) (-0.0089, 0.0314) (-0.0075,-0.0238)
  5  2.0   2.0   ( 0.0470, 0.0598) (-0.0345, 0.0359) ( 0.0150,-0.0354) ( 0.0094, 0.0197)

    Energy (au)    -189.78484416     -189.78483765     -189.78477212     -189.78472534
 SFS  S     Ms          21                22                23                24
  1  2.0  -2.0   (-0.0018, 0.0016) ( 0.0028,-0.0004) (-0.0002, 0.0018) (-0.0030,-0.0026)
  1  2.0  -1.0   (-0.0005,-0.0006) (-0.0011,-0.0004) ( 0.0005,-0.0009) (-0.0022,-0.0021)
  1  2.0   0.0   (-0.0005,-0.0006) (-0.0025, 0.0000) ( 0.0006, 0.0001) (-0.0008,-0.0002)
  1  2.0   1.0   ( 0.0005, 0.0006) ( 0.0011,-0.0004) (-0.0002,-0.0010) ( 0.0030,-0.0005)
  1  2.0   2.0   ( 0.0019,-0.0015) ( 0.0028, 0.0004) ( 0.0003,-0.0018) (-0.0040, 0.0004)
  2  2.0  -2.0   ( 0.0044,-0.0086) (-0.0099, 0.0033) ( 0.0023,-0.0062) ( 0.0045, 0.0045)
  2  2.0  -1.0   (-0.0040, 0.0037) ( 0.0031, 0.0004) (-0.0052,-0.0042) ( 0.0031,-0.0005)
  2  2.0   0.0   ( 0.0022, 0.0026) (-0.0031, 0.0000) (-0.0011,-0.0002) (-0.0007,-0.0002)
  2  2.0   1.0   (-0.0043, 0.0034) (-0.0031, 0.0005) ( 0.0062,-0.0024) (-0.0023,-0.0022)
  2  2.0   2.0   (-0.0092, 0.0030) (-0.0100,-0.0030) ( 0.0003, 0.0066) ( 0.0062,-0.0012)
  3  2.0  -2.0   (-0.0180,-0.0165) ( 0.0000, 0.0198) ( 0.0152,-0.0120) (-0.0093, 0.0301)
  3  2.0  -1.0   (-0.0126,-0.0042) (-0.0094, 0.0249) (-0.0695,-0.0131) (-0.0032,-0.0229)
  3  2.0   0.0   ( 0.0361, 0.0424) (-0.0134, 0.0002) (-0.0175,-0.0028) ( 0.0170, 0.0053)
  3  2.0   1.0   ( 0.0021, 0.0131) ( 0.0100, 0.0246) ( 0.0701, 0.0092) ( 0.0156,-0.0171)
  3  2.0   2.0   (-0.0134,-0.0204) (-0.0005,-0.0198) ( 0.0108, 0.0161) ( 0.0094,-0.0301)
  4  2.0  -2.0   ( 0.0179,-0.0023) (-0.0259,-0.0064) (-0.0025,-0.0511) ( 0.0738, 0.0388)
  4  2.0  -1.0   ( 0.0252,-0.0129) (-0.0166, 0.0145) ( 0.0050, 0.0434) ( 0.0379, 0.0613)
  4  2.0   0.0   ( 0.0104, 0.0122) ( 0.0724,-0.0009) (-0.0177,-0.0028) ( 0.0811, 0.0251)
  4  2.0   1.0   ( 0.0168,-0.0228) ( 0.0169, 0.0141) (-0.0183, 0.0397) (-0.0659, 0.0292)
  4  2.0   2.0   (-0.0051, 0.0173) (-0.0257, 0.0070) (-0.0183, 0.0478) ( 0.0828, 0.0097)
  5  2.0  -2.0   ( 0.3850, 0.3148) (-0.0872,-0.5405) ( 0.3432, 0.1010) (-0.2519, 0.3559)
  5  2.0  -1.0   (-0.4184,-0.2402) ( 0.1208, 0.3923) ( 0.1830,-0.1195) (-0.2489, 0.4314)
  5  2.0   0.0   ( 0.1168, 0.1374) (-0.2309, 0.0030) (-0.7825,-0.1250) (-0.2843,-0.0880)
  5  2.0   1.0   ( 0.1698, 0.4516) (-0.1106, 0.3953) (-0.1366,-0.1705) (-0.0384, 0.4966)
  5  2.0   2.0   ( 0.2487, 0.4306) (-0.0732, 0.5425) ( 0.3575, 0.0109) (-0.0067,-0.4360)

    Energy (au)    -189.78471393
 SFS  S     Ms          25
  1  2.0  -2.0   (-0.0012, 0.0036)
  1  2.0  -1.0   (-0.0010, 0.0022)
  1  2.0   0.0   (-0.0010, 0.0001)
  1  2.0   1.0   ( 0.0014, 0.0020)
  1  2.0   2.0   (-0.0017,-0.0034)
  2  2.0  -2.0   ( 0.0025,-0.0037)
  2  2.0  -1.0   ( 0.0018,-0.0036)
  2  2.0   0.0   (-0.0048, 0.0004)
  2  2.0   1.0   (-0.0024,-0.0033)
  2  2.0   2.0   ( 0.0031, 0.0032)
  3  2.0  -2.0   ( 0.0308, 0.0059)
  3  2.0  -1.0   ( 0.0118,-0.0131)
  3  2.0   0.0   (-0.0623, 0.0050)
  3  2.0   1.0   (-0.0137,-0.0110)
  3  2.0   2.0   ( 0.0294,-0.0108)
  4  2.0  -2.0   ( 0.0186,-0.0740)
  4  2.0  -1.0   ( 0.0076,-0.0852)
  4  2.0   0.0   ( 0.0524,-0.0042)
  4  2.0   1.0   (-0.0211,-0.0829)
  4  2.0   2.0   ( 0.0301, 0.0701)
  5  2.0  -2.0   ( 0.3272, 0.1006)
  5  2.0  -1.0   ( 0.4974, 0.1782)
  5  2.0   0.0   ( 0.4130,-0.0331)
  5  2.0   1.0   (-0.4627, 0.2552)
  5  2.0   2.0   ( 0.3070,-0.1514)


     ****************************************************************************************************
     *                                                                                                  *






Output text



<comment class="example.output" id="spin.orbit">
        <module cmlx:templateRef="spin.orbit">
           <module cmlx:templateRef="eigenvalues">
              <scalar dataType="xsd:double" dictRef="m:evacshift">-2000.0</scalar>
              <array dataType="xsd:integer" dictRef="m:sfstate" size="25">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25</array>
              <array dataType="xsd:double" dictRef="m:relevac" size="25">-189.87635916 -189.87635835 -189.87634518 -189.87633768 -189.87633499 -189.85714995 -189.85714682 -189.85713816 -189.85712286 -189.85712193 -189.79305965 -189.79305140 -189.79298757 -189.79292841 -189.79291757 -189.78964087 -189.78963442 -189.78948423 -189.78941319 -189.78938099 -189.78484416 -189.78483765 -189.78477212 -189.78472534 -189.78471393</array>
              <array dataType="xsd:double" dictRef="m:rellowlevel" size="25">0.000000 0.000022 0.000380 0.000584 0.000658 0.522709 0.522794 0.523030 0.523446 0.523472 2.266695 2.266919 2.268656 2.270266 2.270561 2.359725 2.359900 2.363987 2.365920 2.366796 2.490250 2.490427 2.492210 2.493483 2.493794</array>
              <array dataType="xsd:double" dictRef="m:d.o" size="25">0.000 0.177 3.067 4.713 5.305 4215.933 4216.620 4218.520 4221.879 4222.084 18282.129 18283.938 18297.949 18310.933 18313.311 19032.463 19033.880 19066.842 19082.433 19089.501 20085.221 20086.649 20101.031 20111.298 20113.803</array>
           </module>
        </module>
    </comment>






Template definition



<templateList>  <xi:include href="modules/rassi/eigenvalues.xml" />
    </templateList>
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	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	eigenvalues



	pattern

	\s*SPIN-FREE\sENERGIES.*



	pattern2

	\s*Eigenvalues\sof\scomplex\sHamiltonian:.*



	endPattern

	.*[0-9]\s*$\s*



	endOffset

	1



	xml:base

	modules/rassi/eigenvalues.xml







Input



 SPIN-FREE ENERGIES:

SF State    Relative EVAC(au)   Rel lowest level(eV)      D:o, cm**(-1)

  1            -455.94051037            0.000000               0.000
  2            -455.70432382            6.426963           51836.956
  3            -455.65448560            7.783130           62775.181
  4            -455.65032750            7.896278           63687.778
  5            -455.62786207            8.507593           68618.372






Input



 Eigenvalues of complex Hamiltonian:
 -----------------------------------

(Shifted by EVAC (a.u.) =           -2000.0)

      Relative EVac(au)    Rel lowest level(eV)    D:o, cm**(-1)

 1     -186.96342751            0.000000               0.000
 2     -186.96342660            0.000025               0.200
 3     -186.96341137            0.000439               3.542
 4     -186.96340281            0.000672               5.422
 5     -186.96339968            0.000757               6.109
 6     -186.93813940            0.688125            5550.100
 7     -186.93813525            0.688237            5551.010
 8     -186.93812394            0.688545            5553.494
 9     -186.93810374            0.689095            5557.926
10     -186.93810253            0.689128            5558.191
11     -186.89132097            1.962119           15825.556
12     -186.89131080            1.962396           15827.788
13     -186.89126100            1.963751           15838.720
14     -186.89119986            1.965414           15852.137
15     -186.89119294            1.965603           15853.656
16     -186.88724052            2.073154           16721.113
17     -186.88723752            2.073235           16721.771
18     -186.88707577            2.077637           16757.270
19     -186.88702485            2.079022           16768.447
20     -186.88698451            2.080120           16777.301
21     -186.88282070            2.193423           17691.151
22     -186.88281132            2.193678           17693.209
23     -186.88274916            2.195370           17706.853
24     -186.88269200            2.196925           17719.398
25     -186.88268252            2.197183           17721.478






Output text



<comment class="example.output" id="eigenvalues">
        <module cmlx:templateRef="eigenvalues">
            <array dataType="xsd:integer" dictRef="m:sfstate" size="5">1 2 3 4 5</array>
            <array dataType="xsd:double" dictRef="m:relevac" size="5">-455.94051037 -455.70432382 -455.65448560 -455.65032750 -455.62786207</array>
            <array dataType="xsd:double" dictRef="m:rellowlevel" size="5">0.000000 6.426963 7.783130 7.896278 8.507593</array>
            <array dataType="xsd:double" dictRef="m:d.o" size="5">0.000 51836.956 62775.181 63687.778 68618.372</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="eigenvalues2">
        <module cmlx:templateRef="eigenvalues">
           <scalar dataType="xsd:double" dictRef="m:evacshift">-2000.0</scalar>
           <array dataType="xsd:integer" dictRef="m:sfstate" size="31">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31</array>
           <array dataType="xsd:double" dictRef="m:relevac" size="31">-186.96338677 -186.93808439 -186.89117601 -186.88711044 -186.88289785 -186.90405956 -186.90096490 -186.89791585 -186.86063176 -186.85200887 -186.84911258 -186.84846304 -186.84702920 -186.83557419 -186.83397597 -186.83350978 -186.83283523 -186.82594686 -186.85166551 -186.84870294 -186.84714373 -186.84489728 -186.84016441 -186.81464059 -186.80625787 -186.80244784 -186.80075824 -186.79275676 -186.78860419 -186.78514470 -186.78422395</array>
           <array dataType="xsd:double" dictRef="m:rellowlevel" size="31">0.000000 0.688513 1.964955 2.075585 2.190215 1.614376 1.698585 1.781554 2.796106 3.030747 3.109559 3.127234 3.166251 3.477957 3.521447 3.534133 3.552488 3.739930 3.040090 3.120706 3.163134 3.224263 3.353051 4.047589 4.275695 4.379371 4.425347 4.643079 4.756076 4.850214 4.875268</array>
           <array dataType="xsd:double" dictRef="m:d.o" size="31">0.000 5553.230 15848.430 16740.720 17665.275 13020.818 13700.016 14369.206 22552.118 24444.624 25080.285 25222.843 25537.536 28051.619 28402.388 28504.705 28652.750 30164.574 24519.982 25170.190 25512.399 26005.438 27044.182 32646.012 34485.808 35322.011 35692.837 37448.959 38360.342 39119.613 39321.695</array>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\(Shifted\sby\sEVAC\s\(a\.u\.\).*" endPattern=".*">    <record>\s*\(Shifted\sby\sEVAC\s\(a\.u\.\)\s*={F,m:evacshift}\)\s*</record>
        </template>  <template pattern="\s*1.*" endPattern="~">    <record makeArray="true" repeat="*">{I,m:sfstate}{F,m:relevac}{F,m:rellowlevel}{F,m:d.o}</record>
        </template>
    </templateList>
<template pattern="\s*1.*" endPattern="~">  <record makeArray="true" repeat="*">{I,m:sfstate}{F,m:relevac}{F,m:rellowlevel}{F,m:d.o}</record>
    </template>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:module" />
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spin.free



	eigenvalues

	strengths








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	spin.free



	name

	Spin free section



	pattern

	\s*\*\s*Spin-free\ssection.*



	endPattern

	.*[0-9]\s*$\s+\-{20,}\s*



	endOffset

	1



	xml:base

	modules/rassi/spin.free.xml







Input



      ****************************************************************************************************
      *                                                                                                  *
      *                                         Spin-free section                                        *
      *                                                                                                  *
      ****************************************************************************************************



  SPIN-FREE ENERGIES:

 SF State    Relative EVAC(au)   Rel lowest level(eV)      D:o, cm**(-1)

   1            -455.94051037            0.000000               0.000
   2            -455.70432382            6.426963           51836.956
   3            -455.65448560            7.783130           62775.181
   4            -455.65032750            7.896278           63687.778
   5            -455.62786207            8.507593           68618.372

++ Dipole transition strengths:
   ----------------------------
    for osc. strength at least   0.10000000E-07

         To  From     Osc. strength   Einstein coefficients Ax, Ay, Az (sec-1)
      Total A (sec-1)
         -----------------------------------------------------------------------
 --------------------
         1    2       0.44908649       325.42995      0.80491315E+09   904.63533      0.80491438E+09
         1    3       0.84575810       35416547.       371.67035      0.21877027E+10  0.22231196E+10
         1    4       0.25628259E-07  0.88069050      0.84981547       67.607607       69.338113
         2    3       0.18378757E-02  0.11066907E-06   146669.54       3.5999583       146673.14
         2    4       0.74450773E-05   691.28023      0.36464401E-01   6.1233748       697.44007
         2    5       0.14629998E-05   272.48692      0.57067986E-02   2.3234797       274.81610
         4    5       0.18162739E-01   4637.2607      0.21982961E-01   289886.55       294523.84
         -----------------------------------------------------------------------






Output text



<comment class="example.output" id="spin.free">
         <module cmlx:templateRef="spin.free">
            <module cmlx:templateRef="eigenvalues">
               <array dataType="xsd:integer" dictRef="m:sfstate" size="5">1 2 3 4 5</array>
               <array dataType="xsd:double" dictRef="m:relevac" size="5">-455.94051037 -455.70432382 -455.65448560 -455.65032750 -455.62786207</array>
               <array dataType="xsd:double" dictRef="m:rellowlevel" size="5">0.000000 6.426963 7.783130 7.896278 8.507593</array>
               <array dataType="xsd:double" dictRef="m:d.o" size="5">0.000 51836.956 62775.181 63687.778 68618.372</array>
            </module>
            <module cmlx:templateRef="strengths">
               <array dataType="xsd:integer" dictRef="m:to" size="7">1 1 1 2 2 2 4</array>
               <array dataType="xsd:integer" dictRef="m:from" size="7">2 3 4 3 4 5 5</array>
               <array dataType="xsd:double" dictRef="m:oscstrength" size="7">0.44908649 0.84575810 0.25628259E-07 0.18378757E-02 0.74450773E-05 0.14629998E-05 0.18162739E-01</array>
               <array dataType="xsd:double" dictRef="m:einsteincoeff" size="21">325.42995 0.80491315E+09 904.63533 35416547. 371.67035 0.21877027E+10 0.88069050 0.84981547 67.607607 0.11066907E-06 146669.54 3.5999583 691.28023 0.36464401E-01 6.1233748 272.48692 0.57067986E-02 2.3234797 4637.2607 0.21982961E-01 289886.55</array>
               <array dataType="xsd:double" dictRef="m:totala" size="7">0.80491438E+09 0.22231196E+10 69.338113 146673.14 697.44007 274.81610 294523.84</array>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <xi:include href="modules/rassi/eigenvalues.xml" />  <xi:include href="modules/rassi/dipole.transition.xml" />
    </templateList>
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	eigenvalues



	pattern

	\s*SPIN-FREE\sENERGIES.*



	pattern2

	\s*Eigenvalues\sof\scomplex\sHamiltonian:.*



	endPattern

	.*[0-9]\s*$\s*



	endOffset

	1



	xml:base

	modules/rassi/eigenvalues.xml







Input



 SPIN-FREE ENERGIES:

SF State    Relative EVAC(au)   Rel lowest level(eV)      D:o, cm**(-1)

  1            -455.94051037            0.000000               0.000
  2            -455.70432382            6.426963           51836.956
  3            -455.65448560            7.783130           62775.181
  4            -455.65032750            7.896278           63687.778
  5            -455.62786207            8.507593           68618.372






Input



 Eigenvalues of complex Hamiltonian:
 -----------------------------------

(Shifted by EVAC (a.u.) =           -2000.0)

      Relative EVac(au)    Rel lowest level(eV)    D:o, cm**(-1)

 1     -186.96342751            0.000000               0.000
 2     -186.96342660            0.000025               0.200
 3     -186.96341137            0.000439               3.542
 4     -186.96340281            0.000672               5.422
 5     -186.96339968            0.000757               6.109
 6     -186.93813940            0.688125            5550.100
 7     -186.93813525            0.688237            5551.010
 8     -186.93812394            0.688545            5553.494
 9     -186.93810374            0.689095            5557.926
10     -186.93810253            0.689128            5558.191
11     -186.89132097            1.962119           15825.556
12     -186.89131080            1.962396           15827.788
13     -186.89126100            1.963751           15838.720
14     -186.89119986            1.965414           15852.137
15     -186.89119294            1.965603           15853.656
16     -186.88724052            2.073154           16721.113
17     -186.88723752            2.073235           16721.771
18     -186.88707577            2.077637           16757.270
19     -186.88702485            2.079022           16768.447
20     -186.88698451            2.080120           16777.301
21     -186.88282070            2.193423           17691.151
22     -186.88281132            2.193678           17693.209
23     -186.88274916            2.195370           17706.853
24     -186.88269200            2.196925           17719.398
25     -186.88268252            2.197183           17721.478






Output text



<comment class="example.output" id="eigenvalues">
        <module cmlx:templateRef="eigenvalues">
            <array dataType="xsd:integer" dictRef="m:sfstate" size="5">1 2 3 4 5</array>
            <array dataType="xsd:double" dictRef="m:relevac" size="5">-455.94051037 -455.70432382 -455.65448560 -455.65032750 -455.62786207</array>
            <array dataType="xsd:double" dictRef="m:rellowlevel" size="5">0.000000 6.426963 7.783130 7.896278 8.507593</array>
            <array dataType="xsd:double" dictRef="m:d.o" size="5">0.000 51836.956 62775.181 63687.778 68618.372</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="eigenvalues2">
        <module cmlx:templateRef="eigenvalues">
           <scalar dataType="xsd:double" dictRef="m:evacshift">-2000.0</scalar>
           <array dataType="xsd:integer" dictRef="m:sfstate" size="31">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31</array>
           <array dataType="xsd:double" dictRef="m:relevac" size="31">-186.96338677 -186.93808439 -186.89117601 -186.88711044 -186.88289785 -186.90405956 -186.90096490 -186.89791585 -186.86063176 -186.85200887 -186.84911258 -186.84846304 -186.84702920 -186.83557419 -186.83397597 -186.83350978 -186.83283523 -186.82594686 -186.85166551 -186.84870294 -186.84714373 -186.84489728 -186.84016441 -186.81464059 -186.80625787 -186.80244784 -186.80075824 -186.79275676 -186.78860419 -186.78514470 -186.78422395</array>
           <array dataType="xsd:double" dictRef="m:rellowlevel" size="31">0.000000 0.688513 1.964955 2.075585 2.190215 1.614376 1.698585 1.781554 2.796106 3.030747 3.109559 3.127234 3.166251 3.477957 3.521447 3.534133 3.552488 3.739930 3.040090 3.120706 3.163134 3.224263 3.353051 4.047589 4.275695 4.379371 4.425347 4.643079 4.756076 4.850214 4.875268</array>
           <array dataType="xsd:double" dictRef="m:d.o" size="31">0.000 5553.230 15848.430 16740.720 17665.275 13020.818 13700.016 14369.206 22552.118 24444.624 25080.285 25222.843 25537.536 28051.619 28402.388 28504.705 28652.750 30164.574 24519.982 25170.190 25512.399 26005.438 27044.182 32646.012 34485.808 35322.011 35692.837 37448.959 38360.342 39119.613 39321.695</array>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\(Shifted\sby\sEVAC\s\(a\.u\.\).*" endPattern=".*">    <record>\s*\(Shifted\sby\sEVAC\s\(a\.u\.\)\s*={F,m:evacshift}\)\s*</record>
        </template>  <template pattern="\s*1.*" endPattern="~">    <record makeArray="true" repeat="*">{I,m:sfstate}{F,m:relevac}{F,m:rellowlevel}{F,m:d.o}</record>
        </template>
    </templateList>
<template pattern="\s*1.*" endPattern="~">  <record makeArray="true" repeat="*">{I,m:sfstate}{F,m:relevac}{F,m:rellowlevel}{F,m:d.o}</record>
    </template>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	strengths



	pattern

	\s*(\+\+)?\sDipole\stransition\sstrengths:\s*



	endPattern

	.*[0-9]\s*$\s*\-{10,}\s*



	endOffset

	1



	xml:base

	modules/rassi/dipole.transition.xml







Input



++ Dipole transition strengths:
   ----------------------------
    for osc. strength at least   0.10000000E-07

         To  From     Osc. strength   Einstein coefficients Ax, Ay, Az (sec-1)
      Total A (sec-1)
         -----------------------------------------------------------------------
 --------------------
         1    2       0.44908649       325.42995      0.80491315E+09   904.63533      0.80491438E+09
         1    3       0.84575810       35416547.       371.67035      0.21877027E+10  0.22231196E+10
         1    4       0.25628259E-07  0.88069050      0.84981547       67.607607       69.338113
         2    3       0.18378757E-02  0.11066907E-06   146669.54       3.5999583       146673.14
         2    4       0.74450773E-05   691.28023      0.36464401E-01   6.1233748       697.44007
         2    5       0.14629998E-05   272.48692      0.57067986E-02   2.3234797       274.81610
         4    5       0.18162739E-01   4637.2607      0.21982961E-01   289886.55       294523.84
         -----------------------------------------------------------------------
 --------------------






Input



.. warning::






Current template has input comments defined but it’s output is missing, please notify software developers.





Template definition



<templateList>  <template pattern="\s*1.*" endPattern="~">    <record repeat="*" makeArray="true">{I,m:to}{I,m:from}{E,m:oscstrength}{3E,m:einsteincoeff}{E,m:totala}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	energy.statistics



	pattern

	\s*\*+\s*Energy\sStatistics\sfor\sGeometry\sOptimization.*



	endPattern

	\s*$\s*\*{20,}



	offset

	-1



	repeat

	*



	xml:base

	modules/energystats/energy.statistics.xml







Input



*****************************************************************************************************************
********************************** Energy Statistics for Geometry Optimization **********************************
*****************************************************************************************************************

                       Energy     Grad     Grad              Step                 Estimated   Geom     Hessian
Iter      Energy       Change     Norm     Max    Element    Max     Element     Final Energy Update Update Index
  1  -2909.02654568  0.00000000 0.114368 0.032218 nrc030   0.047436  nrc035    -2909.02994010 RS-RFO  None    0
  2  -2909.03241288 -0.00586720 0.102599-0.030984 nrc032  -0.213224* nrc032    -2909.04444600 RS-RFO  BFGS    0
  3  -2909.04853599 -0.01612311 0.098039 0.022512 nrc019  -0.173013* nrc036    -2909.05388587 RS-RFO  BFGS    0
  4  -2909.05580715 -0.00727116 0.107761 0.026819 nrc015  -0.171971  nrc006    -2909.06086106 RS-RFO  BFGS    0
  5  -2909.06328732 -0.00748018 0.105763-0.028623 nrc023  -0.140847* nrc023    -2909.06806444 RS-RFO  BFGS    0
  6  -2909.07033489 -0.00704757 0.079606 0.015120 nrc009  -0.117132* nrc021    -2909.07398780 RS-RFO  BFGS    0
  7  -2909.07352324 -0.00318835 0.056494-0.011387 nrc042   0.134143  nrc023    -2909.07508132 RS-RFO  BFGS    0
  8  -2909.07508799 -0.00156475 0.038931-0.013177 nrc032   0.043938  nrc042    -2909.07565675 RS-RFO  BFGS    0
  9  -2909.07567159 -0.00058360 0.033592 0.012378 nrc027   0.046281  nrc027    -2909.07624696 RS-RFO  BFGS    0
 10  -2909.07582688 -0.00015529 0.033085 0.011307 nrc036   0.070748  nrc021    -2909.07624902 RS-RFO  BFGS    0
 11  -2909.07599893 -0.00017205 0.031602-0.012602 nrc041  -0.053689  nrc041    -2909.07656286 RS-RFO  BFGS    0
 12  -2909.07601471 -0.00001578 0.033254 0.011180 nrc028  -0.035948  nrc002    -2909.07633701 RS-RFO  BFGS    0
 13  -2909.07601260  0.00000211 0.031626 0.012318 nrc030   0.066310  nrc030    -2909.07671501 RS-RFO  BFGS    0
 14  -2909.07596245  0.00005015 0.031928 0.010589 nrc032   0.036247  nrc008    -2909.07629423 RS-RFO  BFGS    0


         Cartesian Displacements            Gradient in internals
       Value      Threshold  Converged?   Value      Threshold  Converged?
    +----------------------------------+----------------------------------+
RMS + 0.1726E-01  0.1200E-02     No    + 0.4869E-02  0.3000E-03     No    +
    +----------------------------------+----------------------------------+
Max + 0.3755E-01  0.1800E-02     No    + 0.1059E-01  0.4500E-03     No    +
    +----------------------------------+----------------------------------+

 Convergence not reached yet!

*****************************************************************************************************************






Input



*****************************************************************************************************************
*                                  Energy Statistics for Geometry Optimization                                  *
*****************************************************************************************************************
                       Energy     Grad     Grad              Step                 Estimated   Geom     Hessian
Iter      Energy       Change     Norm     Max    Element    Max     Element     Final Energy Update Update Index
  1   -229.08547493  0.00000000 0.066529-0.030891 nrc006  -0.039045  nrc013     -229.08742903 RS-RFO  None    0
  2   -229.08816099 -0.00268606 0.023901-0.013158 nrc006  -0.026308  nrc006     -229.08861242 RS-RFO  BFGS    0
  3   -229.08865857 -0.00049757 0.010814 0.004299 nrc001   0.008277  nrc002     -229.08869519 RS-RFO  BFGS    0

       +----------------------------------+----------------------------------+
       +    Cartesian Displacements       +    Gradient in internals         +
       +  Value      Threshold Converged? +  Value      Threshold Converged? +
 +-----+----------------------------------+----------------------------------+
 + RMS + 0.5933E-02  0.1200E-02     No    + 0.2792E-02  0.3000E-03     No    +
 +-----+----------------------------------+----------------------------------+
 + Max + 0.1076E-01  0.1800E-02     No    + 0.4299E-02  0.4500E-03     No    +
 +-----+----------------------------------+----------------------------------+

 Convergence not reached yet!

*****************************************************************************************************************






Output text



<comment class="example.output" id="energy.statistics">
        <module cmlx:templateRef="energystatistics">
            <list cmlx:templateRef="RMS">
               <scalar dataType="xsd:double" dictRef="m:cartesianval">0.1726E-01</scalar>
               <scalar dataType="xsd:double" dictRef="m:cartesiandisp">0.1200E-02</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
               <scalar dataType="xsd:double" dictRef="m:gradval">0.4869E-02</scalar>
               <scalar dataType="xsd:double" dictRef="m:graddisp">0.3000E-03</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
            </list>
            <list cmlx:templateRef="Max">
               <scalar dataType="xsd:double" dictRef="m:cartesianval">0.3755E-01</scalar>
               <scalar dataType="xsd:double" dictRef="m:cartesiandisp">0.1800E-02</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
               <scalar dataType="xsd:double" dictRef="m:gradval">0.1059E-01</scalar>
               <scalar dataType="xsd:double" dictRef="m:graddisp">0.4500E-03</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
            </list>
         </module>
    </comment>






Output text



<comment class="example.output" id="energy.statistics2">
         <module cmlx:templateRef="energy.statistics">
            <list cmlx:templateRef="RMS">
               <scalar dataType="xsd:double" dictRef="m:cartesianval">0.5933E-02</scalar>
               <scalar dataType="xsd:double" dictRef="m:cartesiandisp">0.1200E-02</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
               <scalar dataType="xsd:double" dictRef="m:gradval">0.2792E-02</scalar>
               <scalar dataType="xsd:double" dictRef="m:graddisp">0.3000E-03</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
            </list>
            <list cmlx:templateRef="Max">
               <scalar dataType="xsd:double" dictRef="m:cartesianval">0.1076E-01</scalar>
               <scalar dataType="xsd:double" dictRef="m:cartesiandisp">0.1800E-02</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
               <scalar dataType="xsd:double" dictRef="m:gradval">0.4299E-02</scalar>
               <scalar dataType="xsd:double" dictRef="m:graddisp">0.4500E-03</scalar>
               <scalar dataType="xsd:string" dictRef="m:converged">No</scalar>
            </list>
         </module>
    </comment>






Template definition



<templateList>  <template pattern=".*\s*Cartesian\sDisplacements\s*\+?\s*Gradient\sin\sinternals.*" endPattern="\s*">    <record repeat="3" />    <record id="RMS">\s*\+?\s*RMS\s\+{E,m:cartesianval}{E,m:cartesiandisp}{A,m:converged}\+{E,m:gradval}{E,m:graddisp}{A,m:converged}\+</record>    <record />    <record id="Max">\s*\+?\s*Max\s\+{E,m:cartesianval}{E,m:cartesiandisp}{A,m:converged}\+{E,m:gradval}{E,m:graddisp}{A,m:converged}\+</record>    <transform process="pullup" xpath=".//cml:list/cml:scalar" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="pullup" xpath=".//cml:list" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	vibrations



	name

	Vibrational frequencies



	pattern

	\s*Harmonic\sfrequencies\sin\scm-1\s*



	endPattern

	.*[0-9]$\s*$\s*$\s*



	endPattern2

	~



	endOffset

	1



	xml:base

	modules/vibrations.xml







Input



Harmonic frequencies in cm-1

IR Intensities in km/mol

                       1         2         3         4         5         6

    Frequency:        72.78    409.43    524.37    555.29    641.43    819.00

    Intensity:    0.445E+00 0.572E+01 0.237E+02 0.288E+02 0.780E+02 0.863E+01

    C1         x   -0.00036   0.01676   0.00922  -0.06545   0.00611   0.05350
    C1         y   -0.00523   0.07362   0.09809   0.00999   0.06763   0.04613
    C1         z    0.00689   0.05104  -0.14429   0.00319  -0.09816   0.03567
    C2         x   -0.00002   0.03023  -0.00153  -0.12629   0.00073  -0.15937
    C2         y   -0.00224  -0.09438  -0.00662  -0.01401   0.01571   0.00571
    C2         z    0.00320  -0.06215   0.00953  -0.01755  -0.02267  -0.00570
    O3         x   -0.00252  -0.12904  -0.00019   0.05095  -0.00413   0.06342
    O3         y   -0.02547   0.02459  -0.00523   0.07938  -0.05042  -0.09906
    O3         z    0.03868   0.00851   0.00809   0.05714   0.07168  -0.06361
    O4         x    0.00245   0.09257  -0.00201   0.11575  -0.00280   0.04433
    O4         y    0.02740   0.03252  -0.02736  -0.08837  -0.03097   0.07418
    O4         z   -0.04100   0.02797   0.03992  -0.05271   0.04666   0.05258
    H5         x    0.02513   0.17571  -0.29537  -0.09568  -0.19678  -0.14680
    H5         y    0.57220  -0.18407  -0.03671  -0.02754  -0.03884   0.00077
    H5         z    0.02154  -0.10646   0.09122  -0.02678   0.03233  -0.01062
    H6         x    0.00722   0.17940   0.27979  -0.09828   0.19062  -0.15174
    H6         y   -0.22416  -0.17779  -0.08828  -0.02842  -0.02814  -0.00167
    H6         z   -0.52660  -0.11702   0.09331  -0.02441   0.06543  -0.01336
    H7         x   -0.02637  -0.23134  -0.01011  -0.18570  -0.00470  -0.23333
    H7         y   -0.28924  -0.17912  -0.11195  -0.03104  -0.05092  -0.01249
    H7         z    0.42173  -0.13572   0.16413  -0.03427   0.07502  -0.02470
    H8         x   -0.00025  -0.10455  -0.03102   0.01698   0.03944   0.08236
    H8         y   -0.00064  -0.11830  -0.33493   0.27766   0.41734  -0.20899
    H8         z    0.00002  -0.08736   0.49400   0.18610  -0.61223  -0.13314


                       7         8         9        10        11        12

    Frequency:       955.57   1025.37   1147.68   1285.43   1355.42   1430.75

    Intensity:    0.902E+02 0.679E+01 0.198E+03 0.259E+02 0.388E+02 0.172E+02

    C1         x   -0.07860   0.00786  -0.10180   0.13030   0.05985  -0.02575
    C1         y    0.03725   0.08146   0.07349  -0.09468  -0.04594   0.00412
    C1         z    0.01875  -0.11933   0.04463  -0.05641  -0.02724  -0.00228
    C2         x    0.03713  -0.00639   0.04075   0.00691  -0.13520  -0.01591
    C2         y    0.09647  -0.07200  -0.06547   0.01920   0.00204   0.04256
    C2         z    0.06960   0.10288  -0.04263   0.01368  -0.00745   0.02086
    O3         x    0.03922  -0.00157  -0.00212  -0.05821  -0.02097   0.00316
    O3         y   -0.06986  -0.01001  -0.08437  -0.01030   0.00113  -0.00077
    O3         z   -0.04498   0.01584  -0.05779  -0.01061  -0.00070   0.00004
    O4         x   -0.02185  -0.00139   0.04106   0.00154   0.00059   0.01517
    O4         y   -0.02093  -0.01600   0.03639   0.04481   0.01898   0.01172
    O4         z   -0.01556   0.02370   0.02683   0.03059   0.01284   0.00920
    H5         x    0.34006   0.45804  -0.08066  -0.17891   0.46626  -0.07424
    H5         y   -0.17098   0.12508   0.13493  -0.09940   0.05872  -0.63483
    H5         z   -0.03094  -0.03073   0.00672   0.04833  -0.15737  -0.00778
    H6         x    0.33869  -0.44893  -0.08829  -0.17054   0.44497  -0.11599
    H6         y   -0.11074   0.01223   0.05987   0.02101  -0.15205  -0.17133
    H6         z   -0.12236  -0.16478   0.11582  -0.12468   0.15222  -0.54171
    H7         x   -0.45218   0.02054   0.36221  -0.25858   0.34749   0.38907
    H7         y   -0.06737   0.16150   0.03989  -0.06661   0.14714   0.10335
    H7         z   -0.07564  -0.23312   0.05396  -0.06050   0.12522   0.19764
    H8         x   -0.00837  -0.00011  -0.08437  -0.12635  -0.03808   0.00630
    H8         y    0.19783   0.00140   0.43133   0.49610   0.14971  -0.02689
    H8         z    0.13778  -0.00320   0.29106   0.32856   0.10034  -0.01604


                      13        14        15        16        17        18

    Frequency:      1435.27   1744.19   2963.96   3037.74   3088.44   3581.48

    Intensity:    0.909E+01 0.339E+03 0.258E+01 0.425E+01 0.496E+01 0.533E+02

    C1         x    0.00390   0.14546   0.00044   0.00012  -0.00127  -0.00321
    C1         y    0.01340   0.14143  -0.00093   0.00070  -0.00215   0.00081
    C1         z   -0.02054   0.10564  -0.00068  -0.00090  -0.00154   0.00044
    C2         x    0.00471  -0.02052  -0.04457   0.00493   0.01344   0.00098
    C2         y    0.02404  -0.00807  -0.01302   0.04854  -0.07260   0.00025
    C2         z   -0.04496  -0.00713  -0.01247  -0.07136  -0.04836   0.00026
    O3         x   -0.00034  -0.01160  -0.00004  -0.00001  -0.00029  -0.05873
    O3         y   -0.00112  -0.01204  -0.00006  -0.00005   0.00022  -0.00447
    O3         z    0.00227  -0.00901  -0.00003   0.00007   0.00013  -0.00680
    O4         x   -0.00171  -0.07941   0.00037  -0.00003   0.00036   0.00003
    O4         y   -0.00246  -0.09461   0.00056   0.00006   0.00078  -0.00066
    O4         z    0.00083  -0.06939   0.00043  -0.00017   0.00056  -0.00050
    H5         x    0.34077  -0.04373   0.15371   0.17901   0.07687   0.00001
    H5         y   -0.24732  -0.04180  -0.03692  -0.01811  -0.03251  -0.00001
    H5         z   -0.12853   0.00253   0.60621   0.64483   0.27478  -0.00148
    H6         x   -0.32574  -0.04162   0.20486  -0.23672   0.10514   0.00010
    H6         y    0.27805  -0.00828   0.53407  -0.58716   0.24645  -0.00173
    H6         z    0.29037  -0.04246  -0.23307   0.23165  -0.12375   0.00001
    H7         x   -0.08463   0.07209   0.15961  -0.00179  -0.32938  -0.00084
    H7         y   -0.41348   0.02633  -0.33961   0.01943   0.65951  -0.00087
    H7         z    0.56004   0.02545  -0.22331  -0.01526   0.43167  -0.00085
    H8         x   -0.00021  -0.02996   0.00203  -0.00006   0.00140   0.95871
    H8         y   -0.00628   0.12849   0.00051  -0.00059   0.00062   0.07150
    H8         z    0.00892   0.08584   0.00049   0.00078   0.00046   0.10974






Output text



<comment class="example.output" id="vibrations">
         <module cmlx:templateRef="vibrations">
            <array dataType="xsd:string" dictRef="m:label" size="8">C1 C2 O3 O4 H5 H6 H7 H8</array>
            <array dataType="xsd:string" dictRef="cc:frequency" size="18">72.78 409.43 524.37 555.29 641.43 819.00 955.57 1025.37 1147.68 1285.43 1355.42 1430.75 1435.27 1744.19 2963.96 3037.74 3088.44 3581.48</array>
            <array dataType="xsd:double" dictRef="cc:irintensity" size="18">0.445E+00 0.572E+01 0.237E+02 0.288E+02 0.780E+02 0.863E+01 0.902E+02 0.679E+01 0.198E+03 0.259E+02 0.388E+02 0.172E+02 0.909E+01 0.339E+03 0.258E+01 0.425E+01 0.496E+01 0.533E+02</array>
            <matrix cols="24" dataType="xsd:double" dictRef="cc:displacement" rows="18">-0.00036 -0.00523 0.00689 -0.00002 -0.00224 0.00320 -0.00252 -0.02547 0.03868 0.00245 0.02740 -0.04100 0.02513 0.57220 0.02154 0.00722 -0.22416 -0.52660 -0.02637 -0.28924 0.42173 -0.00025 -0.00064 0.00002 0.01676 0.07362 0.05104 0.03023 -0.09438 -0.06215 -0.12904 0.02459 0.00851 0.09257 0.03252 0.02797 0.17571 -0.18407 -0.10646 0.17940 -0.17779 -0.11702 -0.23134 -0.17912 -0.13572 -0.10455 -0.11830 -0.08736 0.00922 0.09809 -0.14429 -0.00153 -0.00662 0.00953 -0.00019 -0.00523 0.00809 -0.00201 -0.02736 0.03992 -0.29537 -0.03671 0.09122 0.27979 -0.08828 0.09331 -0.01011 -0.11195 0.16413 -0.03102 -0.33493 0.49400 -0.06545 0.00999 0.00319 -0.12629 -0.01401 -0.01755 0.05095 0.07938 0.05714 0.11575 -0.08837 -0.05271 -0.09568 -0.02754 -0.02678 -0.09828 -0.02842 -0.02441 -0.18570 -0.03104 -0.03427 0.01698 0.27766 0.18610 0.00611 0.06763 -0.09816 0.00073 0.01571 -0.02267 -0.00413 -0.05042 0.07168 -0.00280 -0.03097 0.04666 -0.19678 -0.03884 0.03233 0.19062 -0.02814 0.06543 -0.00470 -0.05092 0.07502 0.03944 0.41734 -0.61223 0.05350 0.04613 0.03567 -0.15937 0.00571 -0.00570 0.06342 -0.09906 -0.06361 0.04433 0.07418 0.05258 -0.14680 0.00077 -0.01062 -0.15174 -0.00167 -0.01336 -0.23333 -0.01249 -0.02470 0.08236 -0.20899 -0.13314 -0.07860 0.03725 0.01875 0.03713 0.09647 0.06960 0.03922 -0.06986 -0.04498 -0.02185 -0.02093 -0.01556 0.34006 -0.17098 -0.03094 0.33869 -0.11074 -0.12236 -0.45218 -0.06737 -0.07564 -0.00837 0.19783 0.13778 0.00786 0.08146 -0.11933 -0.00639 -0.07200 0.10288 -0.00157 -0.01001 0.01584 -0.00139 -0.01600 0.02370 0.45804 0.12508 -0.03073 -0.44893 0.01223 -0.16478 0.02054 0.16150 -0.23312 -0.00011 0.00140 -0.00320 -0.10180 0.07349 0.04463 0.04075 -0.06547 -0.04263 -0.00212 -0.08437 -0.05779 0.04106 0.03639 0.02683 -0.08066 0.13493 0.00672 -0.08829 0.05987 0.11582 0.36221 0.03989 0.05396 -0.08437 0.43133 0.29106 0.13030 -0.09468 -0.05641 0.00691 0.01920 0.01368 -0.05821 -0.01030 -0.01061 0.00154 0.04481 0.03059 -0.17891 -0.09940 0.04833 -0.17054 0.02101 -0.12468 -0.25858 -0.06661 -0.06050 -0.12635 0.49610 0.32856 0.05985 -0.04594 -0.02724 -0.13520 0.00204 -0.00745 -0.02097 0.00113 -0.00070 0.00059 0.01898 0.01284 0.46626 0.05872 -0.15737 0.44497 -0.15205 0.15222 0.34749 0.14714 0.12522 -0.03808 0.14971 0.10034 -0.02575 0.00412 -0.00228 -0.01591 0.04256 0.02086 0.00316 -0.00077 0.00004 0.01517 0.01172 0.00920 -0.07424 -0.63483 -0.00778 -0.11599 -0.17133 -0.54171 0.38907 0.10335 0.19764 0.00630 -0.02689 -0.01604 0.00390 0.01340 -0.02054 0.00471 0.02404 -0.04496 -0.00034 -0.00112 0.00227 -0.00171 -0.00246 0.00083 0.34077 -0.24732 -0.12853 -0.32574 0.27805 0.29037 -0.08463 -0.41348 0.56004 -0.00021 -0.00628 0.00892 0.14546 0.14143 0.10564 -0.02052 -0.00807 -0.00713 -0.01160 -0.01204 -0.00901 -0.07941 -0.09461 -0.06939 -0.04373 -0.04180 0.00253 -0.04162 -0.00828 -0.04246 0.07209 0.02633 0.02545 -0.02996 0.12849 0.08584 0.00044 -0.00093 -0.00068 -0.04457 -0.01302 -0.01247 -0.00004 -0.00006 -0.00003 0.00037 0.00056 0.00043 0.15371 -0.03692 0.60621 0.20486 0.53407 -0.23307 0.15961 -0.33961 -0.22331 0.00203 0.00051 0.00049 0.00012 0.00070 -0.00090 0.00493 0.04854 -0.07136 -0.00001 -0.00005 0.00007 -0.00003 0.00006 -0.00017 0.17901 -0.01811 0.64483 -0.23672 -0.58716 0.23165 -0.00179 0.01943 -0.01526 -0.00006 -0.00059 0.00078 -0.00127 -0.00215 -0.00154 0.01344 -0.07260 -0.04836 -0.00029 0.00022 0.00013 0.00036 0.00078 0.00056 0.07687 -0.03251 0.27478 0.10514 0.24645 -0.12375 -0.32938 0.65951 0.43167 0.00140 0.00062 0.00046 -0.00321 0.00081 0.00044 0.00098 0.00025 0.00026 -0.05873 -0.00447 -0.00680 0.00003 -0.00066 -0.00050 0.00001 -0.00001 -0.00148 0.00010 -0.00173 0.00001 -0.00084 -0.00087 -0.00085 0.95871 0.07150 0.10974</matrix>
         </module>
    </comment>






Template definition



<template id="section" pattern="\s{20,}[0-9].*" endPattern="\s*$\s*" endPattern2="~" repeat="*">  <record>{1_6I,m:serial}</record>  <record />  <record>\s*(Frequency:|Freq\.){1_6A,cc:frequency}</record>  <templateList>    <template pattern=".*Intensity:.*" endPattern=".*" endOffset="0" repeat="*">      <record>\s*Intensity:{1_6E,cc:irintensity}</record>
                </template>    <template pattern="\s*\S+\s+x(\s+\S+){6}\s*" endPattern="\s*\S+\s+z.*" endPattern2="~" endOffset="1" repeat="*">      <record>{A,m:label}x{F,x:valuex1}{F,x:valuex2}{F,x:valuex3}{F,x:valuex4}{F,x:valuex5}{F,x:valuex6}</record>      <record>.*y{F,y:valuey1}{F,y:valuey2}{F,y:valuey3}{F,y:valuey4}{F,y:valuey5}{F,y:valuey6}</record>      <record>.*z{F,z:valuez1}{F,z:valuez2}{F,z:valuez3}{F,z:valuez4}{F,z:valuez5}{F,z:valuez6}</record>      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'1')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'2')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'3')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'4')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'5')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'6')]" />
                </template>    <template pattern="\s*\S+\s+x(\s+\S+){5}\s*" endPattern="\s*\S+\s+z.*" endPattern2="~" endOffset="1" repeat="*">      <record>{A,m:label}x{F,x:valuex1}{F,x:valuex2}{F,x:valuex3}{F,x:valuex4}{F,x:valuex5}</record>      <record>.*y{F,y:valuey1}{F,y:valuey2}{F,y:valuey3}{F,y:valuey4}{F,y:valuey5}</record>      <record>.*z{F,z:valuez1}{F,z:valuez2}{F,z:valuez3}{F,z:valuez4}{F,z:valuez5}</record>      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'1')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'2')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'3')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'4')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'5')]" />
                </template>    <template pattern="\s*\S+\s+x(\s+\S+){4}\s*" endPattern="\s*\S+\s+z.*" endPattern2="~" endOffset="1" repeat="*">      <record>{A,m:label}x{F,x:valuex1}{F,x:valuex2}{F,x:valuex3}{F,x:valuex4}</record>      <record>.*y{F,y:valuey1}{F,y:valuey2}{F,y:valuey3}{F,y:valuey4}</record>      <record>.*z{F,z:valuez1}{F,z:valuez2}{F,z:valuez3}{F,z:valuez4}</record>      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'1')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'2')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'3')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'4')]" />
                </template>    <template pattern="\s*\S+\s+x(\s+\S+){3}\s*" endPattern="\s*\S+\s+z.*" endPattern2="~" endOffset="1" repeat="*">      <record>{A,m:label}x{F,x:valuex1}{F,x:valuex2}{F,x:valuex3}</record>      <record>.*y{F,y:valuey1}{F,y:valuey2}{F,y:valuey3}</record>      <record>.*z{F,z:valuez1}{F,z:valuez2}{F,z:valuez3}</record>      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'1')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'2')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'3')]" />
                </template>    <template pattern="\s*\S+\s+x(\s+\S+){2}\s*" endPattern="\s*\S+\s+z.*" endPattern2="~" endOffset="1" repeat="*">      <record>{A,m:label}x{F,x:valuex1}{F,x:valuex2}</record>      <record>.*y{F,y:valuey1}{F,y:valuey2}</record>      <record>.*z{F,z:valuez1}{F,z:valuez2}</record>      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'1')]" />      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'2')]" />
                </template>    <template pattern="\s*\S+\s+x(\s+\S+)\s*" endPattern="\s*\S+\s+z.*" endPattern2="~" endOffset="1" repeat="*">      <record>{A,m:label}x{F,x:valuex1}</record>      <record>.*y{F,y:valuey1}</record>      <record>.*z{F,z:valuez1}</record>      <transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'1')]" />
                </template>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:label']" />
            </templateList>  <transform process="joinArrays" xpath=".//cml:array[@dictRef='x:valuex1']" dictRef="x:value1" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='x:valuex2']" dictRef="x:value2" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='x:valuex3']" dictRef="x:value3" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='x:valuex4']" dictRef="x:value4" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='x:valuex5']" dictRef="x:value5" />  <transform process="joinArrays" xpath=".//cml:array[@dictRef='x:valuex6']" dictRef="x:value6" />
    </template>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='m:serial']" dictRef="m:serial" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:frequency']" dictRef="cc:frequency" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:irintensity']" dictRef="cc:irintensity" />
<transform process="createMatrix" xpath="." from=".//cml:array[starts-with(@dictRef, 'x:value')]" dictRef="cc:displacement" />
<transform process="move" xpath="(.//cml:array[@dictRef='m:label'])[1]" to="." />
<transform process="move" xpath=".//cml:array[@dictRef='cc:frequency']" to="." />
<transform process="move" xpath=".//cml:array[@dictRef='cc:irintensity']" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:module" />
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thermochemistry



	zpve








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	thermochemistry



	name

	Thermochemistry section



	pattern

	\s*\*\s*THERMOCHEMISTRY.*



	endPattern

	\s*$\s*



	endPattern2

	~



	offset

	-2



	xml:base

	modules/thermochemistry/thermochemistry.xml







Comment



 *********************
 *                   *
 *  THERMOCHEMISTRY  *
 *                   *
 *********************

 Mass-centered Coordinates (Angstrom):
 ***********************************************************
 Label   N         X           Y           Z          Mass
 -----------------------------------------------------------
 C1      6     0.000000   -0.398668    0.633261     12.00000
 C2      6     0.000000    0.398705   -0.633364     12.00000
 O3      8     0.000000    0.138237    1.710248     15.99492
 H4      1     0.000001   -1.485792    0.502175      1.00782
 O5      8     0.000000   -0.138274   -1.710170     15.99492
 H6      1     0.000001    1.485936   -0.502183      1.00782
 -----------------------------------------------------------
 Molecular mass:   58.005480
 Rotational Constants (cm-1):    0.1497    0.1626    1.8991
 Rotational Constants (GHz) :    4.4893    4.8735   56.9350
 Rotational temperatures (K):    0.2155    0.2339    2.7324
 Rotational Symmetry factor:  1
 Vibrational temperature (K):
    195.01   499.45   823.12  1210.63  1559.82
   1583.17  1978.92  2029.89  2563.24  2574.91
   4366.71  4374.91
 Number of trans. and rot. degrees of freedom:  6
 ZPVE                23.608 kcal/mol      0.037621 au.

...
 -----------------------------------------------------






Template definition



<templateList>  <xi:include href="modules/thermochemistry/zpve.xml" />
    </templateList>
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zpve


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	zpve



	name

	Zero point vibration energy



	pattern

	\s*ZPVE.*kcal\/mol.*au.



	endPattern

	.*



	endPattern2

	~



	repeat

	*



	xml:base

	modules/thermochemistry/zpve.xml







Input



ZPVE                23.608 kcal/mol      0.037621 au.






Output text



<comment class="example.output" id="zpve">
        <module cmlx:templateRef="zpve">
              <scalar dataType="xsd:double" dictRef="cc:zeropoint" units="nonsi:hartree">0.037621</scalar>
        </module>
    </comment>






Template definition



<record>\s*ZPVE.*kcal\/mol{F,cc:zeropoint}au\.</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:zeropoint']" value="nonsi:hartree" />
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constraint


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	constraint



	name

	Contraints section



	pattern

	\s*(?i)()(CONSTRAINTS){5,}.*



	endPattern

	\s*(?i)()(CONSTRAINTS){5,}.*$\s*(?i)()(CONSTRAINTS){5,}.*



	endOffset

	2



	xml:base

	modules/constraint.xml







Input



ConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraints
ConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraints
Constraints                                                                                        Constraints
Constraints                                 C O N S T R A I N T S                                  Constraints
Constraints                                                                                        Constraints

************************************************************************************************************************
A = ANGLE H1 O H2
VALUES
A = 110 DEGREES
************************************************************************************************************************


 *************************************************************
 * Values of the primitive constraints                       *
 *************************************************************
 A        : Angle=      108.9246   / Degree    1.901094 / rad


 *******************************************
 * Values of the constraints   / au or rad *
 *******************************************
   Label        C         C0
 Cns001      1.901094  1.919862

Constraints                                                                                        Constraints
ConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraints
ConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraintsConstraints






Output text



<comment class="example.output" id="constraint">
        <module cmlx:templateRef="constraint">
            <list>
               <scalar dataType="xsd:string" dictRef="m:restrictionlabel">A</scalar>
               <scalar dataType="xsd:string" dictRef="m:restriction">ANGLE</scalar>
               <scalar dataType="xsd:string" dictRef="m:restrictionextras">H1 O H2</scalar>
            </list>
            <list>
               <scalar dataType="xsd:string" dictRef="m:restrictionlabel">A</scalar>
               <scalar dataType="xsd:string" dictRef="m:restrictionvalue">110</scalar>
               <scalar dataType="xsd:string" dictRef="m:restrictionunit">DEGREES</scalar>
            </list>
         </module>
    </comment>






Template definition



<template pattern="\s*\*{40,}\s*$\s*.*(ANGLE|BOND|DIHEDRAL|OUTOFP).*" endPattern="\s*VALUES.*">  <record />  <record repeat="*">{A,m:restrictionlabel}={A,m:restriction}{X,m:restrictionextras}</record>
    </template>
<template pattern="\s*VALUES.*" endPatern="\s*\*{40,}">  <record />  <record repeat="*">{A,m:restrictionlabel}={A,m:restrictionvalue}{X,m:restrictionunit}</record>
    </template>
<transform process="move" xpath=".//cml:list/cml:list" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module" />
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cchc


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	cchc



	name

	chcc module



	pattern

	\s*Cholesky\sBased\sClosed-Shell\sCCSD\scode.*



	endPattern

	~



	xml:base

	modules/chcc/chcc.xml







Input



    Cholesky Based Closed-Shell CCSD code

---------------------------------------------------
Frozen Orbitals                   :         0
Occupied Orbitals                 :        16
Virtual Orbitals                  :       160
Total number of Cholesky Vectors  :      1357
---------------------------------------------------
Large Virtual Segmentation        :      auto
Small Vectors Segmentation        :      auto
Cholesky Vectors Segmentation     :       200
---------------------------------------------------
Generate Scratch Files?                :  Yes
Precalculate (1) / On-the-Fly (0) Alg. :    1
3 and 4-ext. MO integrals distribute?  :    1
Parallel Join of varios MO integrals   :    2
---------------------------------------------------
Convergence Threshold             :  0.10E-05
Maximum number of Iterations      :        40
---------------------------------------------------
Lun Number for Aux. Matrixes      :        13
BLAS/FTN Matrix Handling          :         1
Start from RstFil ?               :        No
Print level                       :         1
---------------------------------------------------


===============================
Autogenerating segmentation
Nprocs:        1



Final segmentation (Large/Small/Cholesky):    2   1     200
===============================

Real Allocated Memory :     152714161 in r*8 Words,   1165.1 Mb,  1.1 Gb

E2 MP2    : -0.850108626454
E2 ss     : -0.212512792120
E2 os     : -0.637595834334

 V4 ints compressing factor:    5.75256660533966
 Generation of integrals (Reord) done


------------------------
Starting CCSD iterations
------------------------

                  CCSD Energy      Difference

Iteration :   1 -0.838206611293
Iteration :   2 -0.863743766400  0.025537155107
Iteration :   3 -0.861571648135 -0.002172118265
Iteration :   4 -0.864647450361  0.003075802226
Iteration :   5 -0.864238124718 -0.000409325644
Iteration :   6 -0.864824405182  0.000586280465
Iteration :   7 -0.864740719950 -0.000083685232
Iteration :   8 -0.864872347210  0.000131627260
Iteration :   9 -0.864856318569 -0.000016028641
Iteration :  10 -0.864888363719  0.000032045150
Iteration :  11 -0.864885844879 -0.000002518841
Iteration :  12 -0.864894123883  0.000008279004
Iteration :  13 -0.864893966889 -0.000000156994

 Final CCSD energy decomposition
E1 CCSD energy :  0.000000000000
E2 CCSD energy : -0.864893966889
E2 CCSD ss     : -0.189760791604
E2 CCSD os     : -0.675133175284






Output text



<comment class="example.output" id="e2section">
        <module cmlx:templateRef="cchc">
            <scalar dataType="xsd:double" dictRef="m:e2mp2energy">-0.850108626454</scalar>
            <scalar dataType="xsd:double" dictRef="m:e2ssenergy">-0.212512792120</scalar>
            <scalar dataType="xsd:double" dictRef="m:e2osenergy">-0.637595834334</scalar>
            <scalar dataType="xsd:double" dictRef="m:e1ccsdenergy">0.000000000000</scalar>
            <scalar dataType="xsd:double" dictRef="m:e2ccsdenergy">-0.864893966889</scalar>
            <scalar dataType="xsd:double" dictRef="m:e2ccsdss">-0.189760791604</scalar>
            <scalar dataType="xsd:double" dictRef="m:e2ccsdos">-0.675133175284</scalar>
         </module>
    </comment>






Template definition



<templateList>  <template name="e2section" pattern="\s*E2\sMP2.*" endPattern="\s*" repeat="*">    <record>\s*E2\sMP2\s*:{F,m:e2mp2energy}</record>    <record>\s*E2\sss\s*:{F,m:e2ssenergy}</record>    <record>\s*E2\sos\s*:{F,m:e2osenergy}</record>
        </template>  <template name="ccsd" pattern="\s*Final\sCCSD\senergy\sdecomposition.*" endPattern="\s*" endPattern2="~" repeat="*">    <record />    <record>\s*E1\sCCSD\senergy\s*:{F,m:e1ccsdenergy}</record>    <record>\s*E2\sCCSD\senergy\s*:{F,m:e2ccsdenergy}</record>    <record>\s*E2\sCCSD\sss\s*:{F,m:e2ccsdss}</record>    <record>\s*E2\sCCSD\sos\s*:{F,m:e2ccsdos}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />








          

      

      

    

  

  
    

    atom.expansion
    

    

   


  

    
      
          
            
  
atom.expansion


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	atom.expansion



	name

	Multipole expansion for Atoms



	pattern

	\s*Multipole\sexpansion\sfor\sAtoms\s*



	endPattern

	\s*Quadrupole.*$\s*



	repeat

	*



	endOffset

	1



	xml:base

	modules/multipole/atom.expansion.xml







Input



Multipole expansion for Atoms
*****************************

   1 Atom       1   C1
**************************************************
Coord                -0.84693608      1.56153837      0.00000000
Charge                0.46466842
Dipole               -0.31439205     -0.59156970     -0.01270304
Quadrupole           -2.54058690      0.55551308      0.00207019     -1.97448269     -0.01795433     -3.72046636
Polarizability        5.69713910      2.37630411     -0.12113305      8.33901278     -0.13142690      5.10107617

   2 Atom       2   C2
**************************************************
Coord                 1.78953422      1.56153837      0.00000000
Charge               -0.19706266
Dipole               -0.24696952      0.41206168      0.00136523
Quadrupole           -3.89149899     -0.23294868      0.03228644     -4.19336343      0.01025287     -4.60817052
Polarizability        7.51927886     -3.19860941     -0.02843215     13.29941542     -0.09682608      6.84174130

   3 Atom       3   C3
**************************************************
Coord                 3.10769001      3.84385699      0.00000000
Charge               -0.27844951
Dipole               -0.56411692     -0.09388781      0.02022266
Quadrupole           -4.06987789     -0.23090863      0.02073284     -4.45140264     -0.01970057     -4.70506987
Polarizability       13.75715174      0.05297448     -0.00343449      5.85916741      0.02466135      6.85569916

   4 Atom       4   C4
**************************************************
Coord                 1.78931502      6.12760802     -0.00226578
Charge                0.39954585
Dipole                0.34524404      0.26832244      0.02033704
Quadrupole           -2.43304595      0.12781155     -0.03943609     -2.51870592     -0.18682088     -3.72201265
Polarizability        5.81427340      2.45309262     -0.13530530      9.08274525      0.20740200      4.72466507

   5 Atom       5   C5
**************************************************
Coord                -0.84652222      6.12746062     -0.00317096
Charge               -0.20248038
Dipole                0.17009815     -0.46670197      0.04409797
Quadrupole           -3.99041206     -0.25189648     -0.02700626     -4.25074151     -0.02648937     -4.60023952
Polarizability        7.66497782     -3.38677192      0.07199204     11.48046540     -0.08528472      6.98776643

   6 Atom       6   C6
**************************************************
Coord                -2.16479706      3.84428218     -0.00128879
Charge               -0.20588361
Dipole                0.44606407     -0.01571884     -0.03459215
Quadrupole           -4.03435923     -0.22638483     -0.05455493     -4.16953543     -0.01254124     -4.62720944
Polarizability       15.08051271      0.79018693     -0.01476013      6.25929149      0.04224224      6.75760625

   7 Atom       7   H7
**************************************************
Coord                 2.82795385     -0.23845033      0.00248499
Charge                0.17444234
Dipole                0.05320521     -0.06273914      0.00080646
Quadrupole           -0.42709180     -0.07682424      0.00084548     -0.30772479      0.00006639     -0.50364047
Polarizability        1.82059660     -1.71231903      0.00698627      4.37523398     -0.01669012      1.11762919

   8 Atom       8   H8
**************************************************
Coord                 5.18578403      3.84400817      0.00119809
Charge                0.16358134
Dipole                0.08818788     -0.02564272      0.00149191
Quadrupole           -0.29463334      0.03306381      0.01104682     -0.45711115      0.00166007     -0.49002008
Polarizability        4.68546034     -0.11419090      0.02476167      0.90884331     -0.00231597      1.08286816

   9 Atom       9   H9
**************************************************
Coord                -1.88610214      7.92701090     -0.00497187
Charge                0.16581545
Dipole               -0.05358475      0.07796849      0.00385790
Quadrupole           -0.44126827     -0.05312350      0.00294646     -0.32022970     -0.00226962     -0.50125780
Polarizability        2.01934037     -1.71989633     -0.00206720      3.70822420     -0.00614824      1.09863451

  10 Atom      10   H10
**************************************************
Coord                -4.24274746      3.84462800     -0.00162894
Charge                0.17098693
Dipole               -0.08680722      0.00820226     -0.00440158
Quadrupole           -0.28412499      0.00214765     -0.00699988     -0.46631596     -0.00060299     -0.50599843
Polarizability        5.20130309      0.20877928     -0.03987304      0.99249838      0.00070341      1.11079123

  11 Atom      11   F11
**************************************************
Coord                -2.12239414     -0.64786683      0.00104402
Charge               -0.44872810
Dipole                0.04407320      0.07633563      0.00114219
Quadrupole           -3.66714875      0.29767139     -0.00059423     -3.32498770     -0.00032175     -3.83226156
Polarizability        4.32835432      2.56879807      0.01243024      7.19706944      0.00277683      2.69596661

  12 Atom      12   O12
**************************************************
Coord                 3.14135372      8.46736480     -0.00241076
Charge               -0.48646954
Dipole               -0.20846701     -0.15556409      0.08918542
Quadrupole           -4.08925092      0.62491478     -0.07331212     -3.44318095      0.01021684     -4.41876675
Polarizability        4.29182960      0.56022895      0.68160359      7.05788513      1.01757728      4.36442122

  13 Atom      13   H13
**************************************************
Coord                 4.50769054      8.37715364     -1.19240192
Charge                0.28003349
Dipole                0.14779129     -0.10527692     -0.19127435
Quadrupole           -0.40921996      0.14964391      0.03194066     -0.46327081     -0.09879275     -0.55871050
Polarizability        3.26599728      1.92948067     -1.30106255      1.97523087     -1.04899605      1.27619527



 SUMMED MULTIPOLES AND POLARIZABILITY FOR THE MOLECULE
 *****************************************************

Coord                 0.00000000      0.00000000      0.00000000
Charge               -0.00000000
Dipole                0.53073300      0.16593964     -0.39414386
Quadrupole          -27.91150595     -0.65737358     -2.18827711    -36.68585495     -3.51839161    -35.94023878
Polarizability       81.14621524      0.80805752     -0.84829411     80.53508304     -0.09232498     50.01506056


Coord                 0.00000000      0.00000000      0.00000000
Charge               -0.00000000
Dipole                0.53073300      0.16593964     -0.39414386
Quadrupole          -27.91150595     -0.65737358     -2.18827711    -36.68585495     -3.51839161    -35.94023878






Output text



<comment class="example.output" id="atom.expansion">
        <module cmlx:templateRef="atom.expansion">
           <scalar dataType="xsd:double" dictRef="m:atomicchargesum">-0.00000000</scalar>
           <array dataType="xsd:integer" dictRef="cc:serial" size="13">1 2 3 4 5 6 7 8 9 10 11 12 13</array>
           <array dataType="xsd:string" dictRef="m:label" size="13">C1 C2 C3 C4 C5 C6 H7 H8 H9 H10 F11 O12 H13</array>
           <array dataType="xsd:double" dictRef="m:atomiccharge" size="13">0.46466842 -0.19706266 -0.27844951 0.39954585 -0.20248038 -0.20588361 0.17444234 0.16358134 0.16581545 0.17098693 -0.44872810 -0.48646954 0.28003349</array>
           <array dataType="xsd:double" dictRef="x:coordssum" size="3">0.00000000 0.00000000 0.00000000</array>
           <array dataType="xsd:double" dictRef="m:atomicdipolesum" size="3">0.53073300 0.16593964 -0.39414386</array>
           <array dataType="xsd:double" dictRef="m:atomicquadrupolesum" size="6">-27.91150595 -0.65737358 -2.18827711 -36.68585495 -3.51839161 -35.94023878</array>
           <array dataType="xsd:double" dictRef="m:atomicpolarizabilitysum" size="6">81.14621524 0.80805752 -0.84829411 80.53508304 -0.09232498 50.01506056</array>
           <matrix cols="3" dataType="xsd:double" dictRef="x:coords" rows="13">-0.84693608 1.56153837 0.00000000 1.78953422 1.56153837 0.00000000 3.10769001 3.84385699 0.00000000 1.78931502 6.12760802 -0.00226578 -0.84652222 6.12746062 -0.00317096 -2.16479706 3.84428218 -0.00128879 2.82795385 -0.23845033 0.00248499 5.18578403 3.84400817 0.00119809 -1.88610214 7.92701090 -0.00497187 -4.24274746 3.84462800 -0.00162894 -2.12239414 -0.64786683 0.00104402 3.14135372 8.46736480 -0.00241076 4.50769054 8.37715364 -1.19240192</matrix>
           <matrix cols="3" dataType="xsd:double" dictRef="m:atomicdipole" rows="13">-0.31439205 -0.59156970 -0.01270304 -0.24696952 0.41206168 0.00136523 -0.56411692 -0.09388781 0.02022266 0.34524404 0.26832244 0.02033704 0.17009815 -0.46670197 0.04409797 0.44606407 -0.01571884 -0.03459215 0.05320521 -0.06273914 0.00080646 0.08818788 -0.02564272 0.00149191 -0.05358475 0.07796849 0.00385790 -0.08680722 0.00820226 -0.00440158 0.04407320 0.07633563 0.00114219 -0.20846701 -0.15556409 0.08918542 0.14779129 -0.10527692 -0.19127435</matrix>
           <matrix cols="6" dataType="xsd:double" dictRef="m:atomicquadrupole" rows="13">-2.54058690 0.55551308 0.00207019 -1.97448269 -0.01795433 -3.72046636 -3.89149899 -0.23294868 0.03228644 -4.19336343 0.01025287 -4.60817052 -4.06987789 -0.23090863 0.02073284 -4.45140264 -0.01970057 -4.70506987 -2.43304595 0.12781155 -0.03943609 -2.51870592 -0.18682088 -3.72201265 -3.99041206 -0.25189648 -0.02700626 -4.25074151 -0.02648937 -4.60023952 -4.03435923 -0.22638483 -0.05455493 -4.16953543 -0.01254124 -4.62720944 -0.42709180 -0.07682424 0.00084548 -0.30772479 0.00006639 -0.50364047 -0.29463334 0.03306381 0.01104682 -0.45711115 0.00166007 -0.49002008 -0.44126827 -0.05312350 0.00294646 -0.32022970 -0.00226962 -0.50125780 -0.28412499 0.00214765 -0.00699988 -0.46631596 -0.00060299 -0.50599843 -3.66714875 0.29767139 -0.00059423 -3.32498770 -0.00032175 -3.83226156 -4.08925092 0.62491478 -0.07331212 -3.44318095 0.01021684 -4.41876675 -0.40921996 0.14964391 0.03194066 -0.46327081 -0.09879275 -0.55871050</matrix>
           <matrix cols="6" dataType="xsd:double" dictRef="m:atomicpolarizability" rows="13">5.69713910 2.37630411 -0.12113305 8.33901278 -0.13142690 5.10107617 7.51927886 -3.19860941 -0.02843215 13.29941542 -0.09682608 6.84174130 13.75715174 0.05297448 -0.00343449 5.85916741 0.02466135 6.85569916 5.81427340 2.45309262 -0.13530530 9.08274525 0.20740200 4.72466507 7.66497782 -3.38677192 0.07199204 11.48046540 -0.08528472 6.98776643 15.08051271 0.79018693 -0.01476013 6.25929149 0.04224224 6.75760625 1.82059660 -1.71231903 0.00698627 4.37523398 -0.01669012 1.11762919 4.68546034 -0.11419090 0.02476167 0.90884331 -0.00231597 1.08286816 2.01934037 -1.71989633 -0.00206720 3.70822420 -0.00614824 1.09863451 5.20130309 0.20877928 -0.03987304 0.99249838 0.00070341 1.11079123 4.32835432 2.56879807 0.01243024 7.19706944 0.00277683 2.69596661 4.29182960 0.56022895 0.68160359 7.05788513 1.01757728 4.36442122 3.26599728 1.92948067 -1.30106255 1.97523087 -1.04899605 1.27619527</matrix>
        </module>
    </comment>






Template definition



<templateList>  <template id="atom" pattern="\s*[0-9]+\s*Atom.*" endPattern="\s*" endPattern2="~" repeat="*">    <record>.*Atom{I,cc:serial}{A,m:label}</record>    <record />    <record>\s*Coord{3F,x:coords}</record>    <record>\s*Charge{F,m:atomiccharge}</record>    <record>\s*Dipole{3F,m:atomicdipole}</record>    <record>\s*Quadrupole{6F,m:atomicquadrupole}</record>    <record>\s*Polarizability{6F,m:atomicpolarizability}</record>
        </template>  <template id="sum" pattern="\s*SUMMED\sMULTIPOLES\sAND\sPOLARIZABILITY\sFOR\sTHE\sMOLECULE.*" endPattern="~">    <record repeat="3" />    <record>\s*Coord{3F,x:coordssum}</record>    <record>\s*Charge{F,m:atomicchargesum}</record>    <record>\s*Dipole{3F,m:atomicdipolesum}</record>    <record>\s*Quadrupole{6F,m:atomicquadrupolesum}</record>    <record>\s*Polarizability{6F,m:atomicpolarizabilitysum}</record>
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:label']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:atomiccharge']" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='x:coords']" dictRef="x:coords" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:atomicdipole']" dictRef="m:atomicdipole" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:atomicquadrupole']" dictRef="m:atomicquadrupole" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:atomicpolarizability']" dictRef="m:atomicpolarizability" />
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:list[count(*)= 0 ]" />
<transform process="delete" xpath=".//cml:list[count(*)= 0 ]" />
<transform process="delete" xpath=".//cml:module[count(*)= 0 ]" />
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dynamic.loprop


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOLCAS log



	id

	dynamic.loprop



	name

	The localized properties



	pattern

	&#
92;s*D\sy\sn\sa\sm\si\sc\s*P\sr\so\sp\se\sr\st\si\se\ss.*



	endPattern

	~



	endOffset

	-3



	repeat

	*



	xml:base

	modules/loprop/dynamic.loprop.xml







Input



  D y n a m i c  P r o p e r t i e s

  Properties computed with FFPT


 **********************************************************************************
 *                                                                                *
 *                            The Localized properties                            *
 *                                                                                *
 **********************************************************************************



 ====================
 ATOMIC DOMAIN: C1
 ====================
 Domain center:  :  1.44186120  0.00000000  0.00000000 / bohr
 Expansion center:  1.44186120  0.00000000  0.00000000 / bohr
 Total charge    : -0.37899941

 Electronic multipole moments:
Electronic Charge
 -6.37899941

Electronic Dipole
 -0.09892881  0.00000401  0.00000000
... with nuclear contribution
 -0.09892881  0.00000401  0.00000000

Electronic Quadrupole
 -4.19001771 -0.00000604 -0.00000001 -4.13923380  0.00000000 -4.13924816
... with nuclear contribution
 -4.19001771 -0.00000604 -0.00000001 -4.13923380  0.00000000 -4.13924816


Dipole magnitude:  0.09892881



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    1.53099372
    0.00029156  1.29790318
    0.00030398 -0.00000832  1.29797839

Isotropic Polarizability:  1.37562510



 =========================
 BOND DOMAIN: H2    ,C1
 =========================
 Domain center:  :  1.81813685 -0.95667315  0.00000000 / bohr
 Expansion center:  1.81813685 -0.95667315  0.00000000 / bohr
 Total charge    : -0.00000000

 Electronic multipole moments:
Electronic Charge
 -0.00000000

Electronic Dipole
 -0.12480349  0.35467694 -0.00000000

Electronic Quadrupole
 -0.08976328 -0.38669225  0.00000000  0.97318007 -0.00000000 -0.17513843


Dipole magnitude:  0.37599420



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    2.03937964
   -2.77340339  5.82816829
    0.00018415 -0.00023158  0.76825434

Isotropic Polarizability:  2.87860075



 ====================
 ATOMIC DOMAIN: H2
 ====================
 Domain center:  :  2.19441250 -1.91334630  0.00000000 / bohr
 Expansion center:  2.19441250 -1.91334630  0.00000000 / bohr
 Total charge    :  0.12633167

 Electronic multipole moments:
Electronic Charge
 -0.87366833

Electronic Dipole
 -0.04281599  0.12525366 -0.00000000
... with nuclear contribution
 -0.04281599  0.12525366 -0.00000000

Electronic Quadrupole
 -0.54417492  0.14350476  0.00000000 -0.78559026  0.00000000 -0.47329791
... with nuclear contribution
 -0.54417492  0.14350476  0.00000000 -0.78559026  0.00000000 -0.47329791


Dipole magnitude:  0.13236952



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    0.78528154
   -0.23934591  1.03721561
    0.00009999 -0.00017775  0.56448696

Isotropic Polarizability:  0.79566137



 =========================
 BOND DOMAIN: H3    ,C1
 =========================
 Domain center:  :  1.81813685  0.47833657  0.82850325 / bohr
 Expansion center:  1.81813685  0.47833657  0.82850325 / bohr
 Total charge    : -0.00000000

 Electronic multipole moments:
Electronic Charge
 -0.00000000

Electronic Dipole
 -0.12480629 -0.17733663 -0.30715890

Electronic Quadrupole
 -0.08976538  0.19334402  0.33488285  0.11194371  0.49724107  0.68610462


Dipole magnitude:  0.37599399



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

   2.03940558
   1.38697003 2.03473342
   2.40214664 2.19356704 4.56665620

Isotropic Polarizability:  2.88026506



 ====================
 ATOMIC DOMAIN: H3
 ====================
 Domain center:  :  2.19441250  0.95667315  1.65700650 / bohr
 Expansion center:  2.19441250  0.95667315  1.65700650 / bohr
 Total charge    :  0.12633379

 Electronic multipole moments:
Electronic Charge
 -0.87366621

Electronic Dipole
 -0.04281865 -0.06262678 -0.10847171
... with nuclear contribution
 -0.04281865 -0.06262678 -0.10847171

Electronic Quadrupole
 -0.54417674 -0.07175400 -0.12427979 -0.55136637 -0.13522556 -0.70751336
... with nuclear contribution
 -0.54417674 -0.07175400 -0.12427979 -0.55136637 -0.13522556 -0.70751336


Dipole magnitude:  0.13236941



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

   0.78530169
   0.11980808 0.68292423
   0.20745041 0.20505418 0.91958394

Isotropic Polarizability:  0.79593662



 =========================
 BOND DOMAIN: H4    ,C1
 =========================
 Domain center:  :  1.81813685  0.47833657 -0.82850325 / bohr
 Expansion center:  1.81813685  0.47833657 -0.82850325 / bohr
 Total charge    :  0.00000000

 Electronic multipole moments:
Electronic Charge
  0.00000000

Electronic Dipole
 -0.12480629 -0.17733663  0.30715889

Electronic Quadrupole
 -0.08976538  0.19334402 -0.33488285  0.11194373 -0.49724107  0.68610463


Dipole magnitude:  0.37599399



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    2.03940246
    1.38696340  2.03471997
   -2.40180083 -2.19332805  4.56285207

Isotropic Polarizability:  2.87899150



 ====================
 ATOMIC DOMAIN: H4
 ====================
 Domain center:  :  2.19441250  0.95667315 -1.65700650 / bohr
 Expansion center:  2.19441250  0.95667315 -1.65700650 / bohr
 Total charge    :  0.12633379

 Electronic multipole moments:
Electronic Charge
 -0.87366621

Electronic Dipole
 -0.04281865 -0.06262678  0.10847171
... with nuclear contribution
 -0.04281865 -0.06262678  0.10847171

Electronic Quadrupole
 -0.54417673 -0.07175400  0.12427978 -0.55136636  0.13522556 -0.70751337
... with nuclear contribution
 -0.54417673 -0.07175400  0.12427978 -0.55136636  0.13522556 -0.70751337


Dipole magnitude:  0.13236942



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    0.78530315
    0.11980683  0.68292783
   -0.20726312 -0.20486946  0.91896513

Isotropic Polarizability:  0.79573204



 =========================
 BOND DOMAIN: C5    ,C1
 =========================
 Domain center:  :  0.00000000  0.00000000  0.00000000 / bohr
 Expansion center:  0.00000000  0.00000000  0.00000000 / bohr
 Total charge    :  0.00000000

 Electronic multipole moments:
Electronic Charge
  0.00000000

Electronic Dipole
 -0.00000002 -0.00000001  0.00000000

Electronic Quadrupole
  2.79566827  0.00000802 -0.00000001  0.50932527 -0.00000001  0.50930269


Dipole magnitude:  0.00000002



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

   11.93962893
    0.00000627  0.49388088
    0.00000447  0.00000621  0.49406291

Isotropic Polarizability:  4.30919091



 ====================
 ATOMIC DOMAIN: C5
 ====================
 Domain center:  : -1.44186120  0.00000000  0.00000000 / bohr
 Expansion center: -1.44186120  0.00000000  0.00000000 / bohr
 Total charge    : -0.37899903

 Electronic multipole moments:
Electronic Charge
 -6.37899903

Electronic Dipole
  0.09892874 -0.00000401 -0.00000002
... with nuclear contribution
  0.09892874 -0.00000401 -0.00000002

Electronic Quadrupole
 -4.19001661 -0.00000602 -0.00000001 -4.13923307 -0.00000002 -4.13924795
... with nuclear contribution
 -4.19001661 -0.00000602 -0.00000001 -4.13923307 -0.00000002 -4.13924795


Dipole magnitude:  0.09892874



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    1.53088890
   -0.00025259  1.29789653
   -0.00029482 -0.00000500  1.29797490

Isotropic Polarizability:  1.37558677



 =========================
 BOND DOMAIN: H6    ,C5
 =========================
 Domain center:  : -1.81813685  0.95667315  0.00000000 / bohr
 Expansion center: -1.81813685  0.95667315  0.00000000 / bohr
 Total charge    :  0.00000000

 Electronic multipole moments:
Electronic Charge
  0.00000000

Electronic Dipole
  0.12480351 -0.35467694 -0.00000000

Electronic Quadrupole
 -0.08976330 -0.38669222 -0.00000000  0.97318006 -0.00000001 -0.17513847


Dipole magnitude:  0.37599421



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    2.03921665
   -2.77340676  5.83216284
   -0.00016236  0.00022492  0.76825711

Isotropic Polarizability:  2.87987887



 ====================
 ATOMIC DOMAIN: H6
 ====================
 Domain center:  : -2.19441250  1.91334630  0.00000000 / bohr
 Expansion center: -2.19441250  1.91334630  0.00000000 / bohr
 Total charge    :  0.12633159

 Electronic multipole moments:
Electronic Charge
 -0.87366841

Electronic Dipole
  0.04281604 -0.12525367  0.00000000
... with nuclear contribution
  0.04281604 -0.12525367  0.00000000

Electronic Quadrupole
 -0.54417497  0.14350481 -0.00000000 -0.78559039  0.00000000 -0.47329799
... with nuclear contribution
 -0.54417497  0.14350481 -0.00000000 -0.78559039  0.00000000 -0.47329799


Dipole magnitude:  0.13236954



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    0.78525213
   -0.23949017  1.03786679
   -0.00009159  0.00017684  0.56448166

Isotropic Polarizability:  0.79586686



 =========================
 BOND DOMAIN: H7    ,C5
 =========================
 Domain center:  : -1.81813685 -0.47833657  0.82850325 / bohr
 Expansion center: -1.81813685 -0.47833657  0.82850325 / bohr
 Total charge    :  0.00000000

 Electronic multipole moments:
Electronic Charge
  0.00000000

Electronic Dipole
  0.12480628  0.17733661 -0.30715887

Electronic Quadrupole
 -0.08976533  0.19334400 -0.33488286  0.11194375 -0.49724103  0.68610463


Dipole magnitude:  0.37599396



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    2.03923701
    1.38649561  2.03273622
   -2.40187707 -2.19046925  4.56669947

Isotropic Polarizability:  2.87955756



 ====================
 ATOMIC DOMAIN: H7
 ====================
 Domain center:  : -2.19441250 -0.95667315  1.65700650 / bohr
 Expansion center: -2.19441250 -0.95667315  1.65700650 / bohr
 Total charge    :  0.12633380

 Electronic multipole moments:
Electronic Charge
 -0.87366620

Electronic Dipole
  0.04281868  0.06262679 -0.10847170
... with nuclear contribution
  0.04281868  0.06262679 -0.10847170

Electronic Quadrupole
 -0.54417672 -0.07175402  0.12427980 -0.55136637  0.13522556 -0.70751336
... with nuclear contribution
 -0.54417672 -0.07175402  0.12427980 -0.55136637  0.13522556 -0.70751336


Dipole magnitude:  0.13236942



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

    0.78527137
    0.11962343  0.68260102
   -0.20742815 -0.20477471  0.91959281

Isotropic Polarizability:  0.79582173



 =========================
 BOND DOMAIN: H8    ,C5
 =========================
 Domain center:  : -1.81813685 -0.47833657 -0.82850325 / bohr
 Expansion center: -1.81813685 -0.47833657 -0.82850325 / bohr
 Total charge    : -0.00000000

 Electronic multipole moments:
Electronic Charge
 -0.00000000

Electronic Dipole
  0.12480628  0.17733662  0.30715887

Electronic Quadrupole
 -0.08976533  0.19334400  0.33488287  0.11194374  0.49724103  0.68610463


Dipole magnitude:  0.37599396



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

   2.03925164
   1.38650842 2.03273110
   2.40154316 2.19023494 4.56279489

Isotropic Polarizability:  2.87825921



 ====================
 ATOMIC DOMAIN: H8
 ====================
 Domain center:  : -2.19441250 -0.95667315 -1.65700650 / bohr
 Expansion center: -2.19441250 -0.95667315 -1.65700650 / bohr
 Total charge    :  0.12633381

 Electronic multipole moments:
Electronic Charge
 -0.87366619

Electronic Dipole
  0.04281868  0.06262678  0.10847170
... with nuclear contribution
  0.04281868  0.06262678  0.10847170

Electronic Quadrupole
 -0.54417671 -0.07175402 -0.12427980 -0.55136635 -0.13522556 -0.70751335
... with nuclear contribution
 -0.54417671 -0.07175402 -0.12427980 -0.55136635 -0.13522556 -0.70751335


Dipole magnitude:  0.13236941



  Symmetrized Local Polarizability Tensor
  ---------------------------------------
  mat. size =    3x   3

   0.78527415
   0.11962028 0.68260389
   0.20723910 0.20459186 0.91895538

Isotropic Polarizability:  0.79561114

 === Charge capacitance for bonds ===
H2    C1      1.24378143
H3    C1      1.24461373
H4    C1      1.24416201
C5    C1      1.31217497
H6    C5      1.24435768
H7    C5      1.24401665
H8    C5      1.24355862
 === =========================== ===




 **********************************************************************************
 *                                                                                *
 *                        The Molecular Multipole Moments                         *
 *                                                                                *
 **********************************************************************************
 Expansion center:  0.00000000  0.00000000  0.00000000 / bohr



l=0

xyz    Nuclear        Electronic     Molecular

000     18.00000000    -18.00000000     -0.00000000

l=1

xyz    Nuclear        Electronic     Molecular

100     -0.00000000     -0.00000044     -0.00000044
010      0.00000000     -0.00000020     -0.00000020
001      0.00000000     -0.00000003     -0.00000003

l=2

xyz    Nuclear        Electronic     Molecular

200     53.84024192    -65.57504663    -11.73480470
110      0.00000000      0.00000924      0.00000924
101      0.00000000      0.00000003      0.00000003
020     10.98268218    -22.22064059    -11.23795841
011      0.00000000      0.00000000      0.00000000
002     10.98268216    -22.22066299    -11.23798083

  Molecular Polarizability Tensor
  -------------------------------
  mat. size =    3x   3

   31.94908856
    0.00019507 27.69107178
    0.00005394 -0.00000813 27.69159614

 **********************************************************************************






Output text



<comment class="example.output" id="dynamic.loprop">
        <module cmlx:templateRef="dynamic.loprop">
            <array dataType="xsd:string" dictRef="m:label" size="7">C1 H2 H3 H4 C5 H6 H7</array>
            <array dataType="xsd:double" dictRef="m:lopropatomiccharge" size="7">-0.37899941 0.12633167 0.12633379 0.12633379 -0.37899903 0.12633159 0.12633380</array>
            <array dataType="xsd:double" dictRef="m:loproptotalatomicdipole" size="3">-0.00000044 -0.00000020 -0.00000003</array>
            <array dataType="xsd:double" dictRef="m:loproptotalatomicquadrupole" size="6">-11.73480470 0.00000924 0.00000003 -11.23795841 0.00000000 -11.23798083</array>
            <array dataType="xsd:double" dictRef="m:loproppolarizability" size="6">31.94908856 0.00019507 0.00005394 27.69107178 -0.00000813 27.69159614</array>
            <matrix cols="3" dataType="xsd:double" dictRef="m:lopropatomicdipole" rows="7">-0.09892881 0.00000401 0.00000000 -0.04281599 0.12525366 -0.00000000 -0.04281865 -0.06262678 -0.10847171 -0.04281865 -0.06262678 0.10847171 0.09892874 -0.00000401 -0.00000002 0.04281604 -0.12525367 0.00000000 0.04281868 0.06262679 -0.10847170</matrix>
            <matrix cols="6" dataType="xsd:double" dictRef="m:lopropatomicquadrupole" rows="7">-4.19001771 -0.00000604 -0.00000001 -4.13923380 0.00000000 -4.13924816 -0.54417492 0.14350476 0.00000000 -0.78559026 0.00000000 -0.47329791 -0.54417674 -0.07175400 -0.12427979 -0.55136637 -0.13522556 -0.70751336 -0.54417673 -0.07175400 0.12427978 -0.55136636 0.13522556 -0.70751337 -4.19001661 -0.00000602 -0.00000001 -4.13923307 -0.00000002 -4.13924795 -0.54417497 0.14350481 -0.00000000 -0.78559039 0.00000000 -0.47329799 -0.54417672 -0.07175402 0.12427980 -0.55136637 0.13522556 -0.70751336</matrix>
         </module>
    </comment>






Template definition



<templateList>  <template id="atomicdomain" pattern="\s*\=*\s*$\s*ATOMIC\sDOMAIN:.*" endPattern="\s*Isotropic\sPolarizability.*" endOffset="1" repeat="*">    <record />    <record>\s*ATOMIC\sDOMAIN:{A,m:label}</record>    <record repeat="3" />    <record>\s*Total\scharge\s*:{F,m:lopropatomiccharge}</record>    <record repeat="8" />    <record>{3F,m:lopropatomicdipole}</record>    <record repeat="4" />    <record>{6F,m:lopropatomicquadrupole}</record>
        </template>  <template id="moments" pattern="\s*\*+\s*The\sMolecular\sMultipole\sMoments.*" endPattern="\s*$\s*\*+" offset="-2">    <record repeat="19" />    <record repeat="3" makeArray="true">.*\s+{F,m:loproptotalatomicdipole}</record>    <record repeat="5" />    <record repeat="6" makeArray="true">.*\s+{F,m:loproptotalatomicquadrupole}</record>    <record repeat="5" />    <record>\s*{F,x:col1}</record>    <record>\s*{F,x:col1}\s+{F,x:col2}</record>    <record>\s*{F,x:col1}\s+{F,x:col2}\s+{F,x:col3}</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:col1']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:col2']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:col3']" />    <transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'x:col')]" />    <transform process="addAttribute" xpath=".//cml:array[@dictRef='x:col1']" name="dictRef" value="m:loproppolarizability" />
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:label']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='m:lopropatomiccharge']" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:lopropatomicdipole']" dictRef="m:lopropatomicdipole" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='m:lopropatomicquadrupole']" dictRef="m:lopropatomicquadrupole" />
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOLCAS input



	id

	molcas.input



	name

	MOLCAS input



	xml:base

	topTemplate.xml







Comment



> DO WHILE

 &SEWARD &END
Symmetry
 Y XYZ
Basis set
C.ano-s...4s3p1d.
C   0.73915685  0.00000000 -0.19129462  Angstrom
End of Basis
Basis set
H.ano-s...2s1p.
H1  1.37322192  0.00000000  0.69209432  Angstrom
H2  0.99210112  0.87816821 -0.78047182  Angstrom
End of Basis
End of Input

 &RASSCF &END
Nactel
 6 0 0
Inactive
 2 0 3 1
RAS2
 3 1 2 1
End of Input

 &CASPT2 &END
End of Input

 &SLAPAF &END
End of Input

> END DO

 &MCKINLEY &END
End of Input






Output text



<comment class="example.output" id="molcas.input">
      <module id="molcas.input">
         <module cmlx:templateRef="basis">
            <array delimiter="|" dictRef="m:basis1" size="7">C|ano-s|||4s3p1d||</array>
            <list>
               <scalar dataType="xsd:string" dictRef="m:label">C</scalar>
               <scalar dataType="xsd:double" dictRef="cc:x3">0.73915685</scalar>
               <scalar dataType="xsd:double" dictRef="cc:y3">0.00000000</scalar>
               <scalar dataType="xsd:double" dictRef="cc:z3">-0.19129462</scalar>
            </list>
         </module>
         <module cmlx:templateRef="basis">
            <array delimiter="|" dictRef="m:basis1" size="7">H|ano-s|||2s1p||</array>
            <list>
               <scalar dataType="xsd:string" dictRef="m:label">H1</scalar>
               <scalar dataType="xsd:double" dictRef="cc:x3">1.37322192</scalar>
               <scalar dataType="xsd:double" dictRef="cc:y3">0.00000000</scalar>
               <scalar dataType="xsd:double" dictRef="cc:z3">0.69209432</scalar>
            </list>
            <list>
               <scalar dataType="xsd:string" dictRef="m:label">H2</scalar>
               <scalar dataType="xsd:double" dictRef="cc:x3">0.99210112</scalar>
               <scalar dataType="xsd:double" dictRef="cc:y3">0.87816821</scalar>
               <scalar dataType="xsd:double" dictRef="cc:z3">-0.78047182</scalar>
            </list>
         </module>
         <map id="atomTypeLabels">
            <link from="C" to="C" />
            <link from="C" to="C" />
            <link from="H1" to="H" />
            <link from="H2" to="H" />
            <link from="H2" to="H" />
         </map>
         <module dictRef="unprocessed">
            <scalar dataType="xsd:string" dictRef="m:inputline">> DO WHILE</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline" />
            <scalar dataType="xsd:string" dictRef="m:inputline">&SEWARD &END</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">Symmetry</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">Y XYZ</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">End of Input</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline" />
            <scalar dataType="xsd:string" dictRef="m:inputline">&RASSCF &END</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">Nactel</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">6 0 0</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">Inactive</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">2 0 3 1</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">RAS2</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">3 1 2 1</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">End of Input</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline" />
            <scalar dataType="xsd:string" dictRef="m:inputline">&CASPT2 &END</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">End of Input</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline" />
            <scalar dataType="xsd:string" dictRef="m:inputline">&SLAPAF &END</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">End of Input</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline" />
            <scalar dataType="xsd:string" dictRef="m:inputline">> END DO</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline" />
            <scalar dataType="xsd:string" dictRef="m:inputline">&MCKINLEY &END</scalar>
            <scalar dataType="xsd:string" dictRef="m:inputline">End of Input</scalar>
         </module>
      </module>
    </comment>






Template definition



<templateList>  <template id="basis" name="Basis set" pattern="\s*(?i)BASIS\s*SET\s*" endPattern="\s*(?i)END\s*OF\s*BASIS.*\s*" endOffset="1" repeat="*">    <record />    <record>{X,m:basisline}</record>    <transform process="addChild" id="test" xpath="." elementName="cml:scalar" dictRef="m:basis1" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[1])" />    <transform process="addChild" id="test" xpath="." elementName="cml:scalar" dictRef="m:basis2" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[2])" />    <transform process="addChild" id="test" xpath="." elementName="cml:scalar" dictRef="m:basis3" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[3])" />    <transform process="addChild" id="test" xpath="." elementName="cml:scalar" dictRef="m:basis4" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[4])" />    <transform process="addChild" id="test" xpath="." elementName="cml:scalar" dictRef="m:basis5" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[5])" />    <transform process="addChild" id="test" xpath="." elementName="cml:scalar" dictRef="m:basis6" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[6])" />    <transform process="addChild" id="test" xpath="." elementName="cml:scalar" dictRef="m:basis7" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[7])" />    <template pattern=".*" endPattern=".*" endPattern2="~" repeat="*">      <record>{A,m:label}{F,cc:x3}{F,cc:y3}{F,cc:z3}{X,x:units}.*</record>      <transform process="addChild" id="atomType" xpath="." elementName="cml:scalar" dictRef="atomType" value="$string((//cml:scalar[@dictRef='m:basis1'])[last()])" />      <transform process="addChild" id="atomLabel" xpath="." elementName="cml:scalar" dictRef="atomLabel" value="$string((//cml:scalar[@dictRef='m:label'])[last()])" />
            </template>    <transform process="pullup" xpath=".//cml:list[cml:scalar[@dictRef='m:label']]" repeat="2" />    <transform process="addChild" id="atomType" xpath="." elementName="cml:scalar" dictRef="cc:elementType" value="$string((tokenize(.//cml:scalar[@dictRef='m:basisline'],'\.'))[1])" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='m:basisline']" />    <transform process="createArray" delimiter="|" xpath="." from=".//cml:scalar[starts-with(@dictRef,'m:basis')]" />    <transform process="pullup" xpath=".//cml:list/cml:list" />    <transform process="delete" xpath=".//cml:list[count(*) = 0]" />    <transform process="delete" xpath=".//cml:scalar[not(text())]" />
        </template>  <transform process="addMap" xpath="." id="atomTypeLabels" from=".//cml:scalar[@dictRef='atomLabel']" to=".//cml:scalar[@dictRef='atomType']" />  <transform process="delete" xpath=".//cml:scalar[@id='atomType']" />  <transform process="delete" xpath=".//cml:scalar[@id='atomLabel']" />  <template id="xfield" name="Xfield integrals" pattern="\s*(?i)XFIELD\s*INTEGRALS.*" endPattern="\s*" endPattern2="\s*[a-zA-Z].*">    <record />    <record>{I,x:linecount}</record>    <record repeat="*" makeArray="true">{F,m:xfiecol1}{F,m:xfiecol2}{F,m:xfiecol3}{F,m:xfiecol4}{F,m:xfiecol5}{F,m:xfiecol6}{F,m:xfiecol7}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template id="keyword" name="One line value keywords" pattern="\s*(?i)\s*(UHF|TS|KSDFT).*" endPattern=".*" endPattern2="~">    <record repeat="*">{X,m:keyword}</record>
        </template>  <template pattern=".*" endPattern="~" repeat="*" endOffset="0">    <record repeat="*">{X,m:inputline}</record>
        </template>  <transform process="move" xpath=".//cml:scalar[@dictRef='m:keyword']" to="." />  <transform process="delete" xpath=".//cml:module[@cmlx:templateRef='keyword']" />  <transform process="addChild" xpath="." elementName="cml:module" dictRef="unprocessed" />  <transform process="move" xpath=".//cml:scalar[@dictRef='m:inputline']" to=".//cml:module[@dictRef='unprocessed']" />  <transform process="delete" xpath=".//cml:list[count(*) = 0]" />  <transform process="delete" xpath=".//cml:module[count(*) = 0]" />

    </templateList>
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Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.
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input.file


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	input.file



	name

	Input file section



	pattern

	\s*\*+\s*$\s*\*\s*CALCULATION\sDONE:.*



	endPattern

	\s*$\s*$\s*



	startOffset

	2



	endOffset

	0



	xml:base

	job/input.xml







Input



 *******************************************************************************
 *  CALCULATION DONE:                                Fri Jan  6 19:51:47 2017  *
 *  PM6        - The PM6 Hamiltonian to be used
 *  MOZYME     - USE LOCALIZED M.O.s IN SOLVING THE SCF EQUATIONS
 *  PRECISE    - CRITERIA TO BE INCREASED BY 100 TIMES
 *  T=         - A TIME OF 172800.0 SECONDS REQUESTED
 *  DUMP=N     - RESTART FILE WRITTEN EVERY  7200.000 SECONDS
 *  AUX        - OUTPUT AUXILIARY INFORMATION
 *  PRTXYZ     - PRINT CARTESIAN COORDINATES
 *  PRNT       - EXTRA PRINTING IN EF ROUTINE
 *  DISP       - PRINT DISPERSION AND HYDROGEN BOND ENERGIES
 *  PL         - MONITOR CONVERGENCE IN DENSITY MATRIX
 *******************************************************************************
PM6 MOZYME PRECISE PRTXYZ PRNT=5 DISP(1.0) PL AUX
  AI
 PM6 optimization
   ATOM   CHEMICAL          X               Y               Z
  NUMBER   SYMBOL      (ANGSTROMS)     (ANGSTROMS)     (ANGSTROMS)

     1       C         -4.19184475  *   2.56171882  *   1.35180722  *
     2       C         -4.85437358  *   3.57297417  *   0.50049748  *
     3       C         -6.22952321  *   3.62747474  *   0.39522324  *
     4       C         -7.13930258  *   2.80943244  *   1.25599220  *
     5       C         -6.41595323  *   1.70580884  *   2.18557431  *
     6       C         -4.92595752  *   1.63926235  *   2.06986776  *






Output text



<comment class="example.output" id="input.file">
       <module cmlx:templateRef="input.file">
          <module cmlx:templateRef="inputlines">
             <list cmlx:templateRef="lines">
                <scalar dataType="xsd:string" dictRef="mp:inputline">*******************************************************************************</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  CALCULATION DONE:                                Fri Jan  6 19:51:47 2017  *</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  PM6        - The PM6 Hamiltonian to be used</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  MOZYME     - USE LOCALIZED M.O.s IN SOLVING THE SCF EQUATIONS</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  PRECISE    - CRITERIA TO BE INCREASED BY 100 TIMES</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  T=         - A TIME OF 172800.0 SECONDS REQUESTED</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  DUMP=N     - RESTART FILE WRITTEN EVERY  7200.000 SECONDS</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  AUX        - OUTPUT AUXILIARY INFORMATION</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  PRTXYZ     - PRINT CARTESIAN COORDINATES</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  PRNT       - EXTRA PRINTING IN EF ROUTINE</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  DISP       - PRINT DISPERSION AND HYDROGEN BOND ENERGIES</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*  PL         - MONITOR CONVERGENCE IN DENSITY MATRIX</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">*******************************************************************************</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">PM6 MOZYME PRECISE PRTXYZ PRNT=5 DISP(1.0) PL AUX</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">AI</scalar>
                <scalar dataType="xsd:string" dictRef="mp:inputline">PM6 optimization</scalar>
             </list>
          </module>
          <module cmlx:templateRef="geometry">
            <molecule id="initial">
               <atomArray>
                  <atom elementType="C" id="a1" x3="0.19184475" y3="2.56171882" z3="1.35180722">
                     <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                     <scalar dataType="xsd:integer" dictRef="g:atomicType">-4</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="C" id="a2" x3="0.85437358" y3="3.57297417" z3="0.50049748">
                     <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                     <scalar dataType="xsd:integer" dictRef="g:atomicType">-4</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="C" id="a3" x3="0.22952321" y3="3.62747474" z3="0.39522324">
                     <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                     <scalar dataType="xsd:integer" dictRef="g:atomicType">-6</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="C" id="a4" x3="0.13930258" y3="2.80943244" z3="1.2559922">
                     <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                     <scalar dataType="xsd:integer" dictRef="g:atomicType">-7</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="C" id="a5" x3="0.41595323" y3="1.70580884" z3="2.18557431">
                     <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                     <scalar dataType="xsd:integer" dictRef="g:atomicType">-6</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
                  <atom elementType="C" id="a6" x3="0.92595752" y3="1.63926235" z3="2.06986776">
                     <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                     <scalar dataType="xsd:integer" dictRef="g:atomicType">-4</scalar>
                     <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                  </atom>
               </atomArray>
          </molecule>
        </module>
       </module>
    </comment>






Template definition



<templateList>  <template id="inputlines" pattern="\s*\*+\s*$\s*\*\s*CALCULATION\sDONE:.*" endPattern="\s*ATOM\s*CHEMICAL\s*X\s*Y\s*Z\s*">    <record id="lines" repeat="*">{X,mp:inputline}</record>
        </template>  <template id="geometry" pattern="\s*ATOM\s*CHEMICAL\s*X\s*Y\s*Z\s*" endPattern="~">    <record repeat="3" />    <record id="atom" repeat="*">{I,cc:serial}{A,cc:elementType}{F,cc:x3}\*?{F,cc:y3}\*?{F,cc:z3}\*?</record>    <transform process="delete" xpath="//cml:list[child::cml:scalar[@dictRef='cc:elementType' and text() = 'Tv']]" />    <transform id="atom" process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" dictRef="cc:serial" dataType="xsd:integer" />    <transform id="atom" process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" dictRef="cc:elementType" dataType="xsd:string" />    <transform id="atom" process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:x3']" dictRef="cc:x3" dataType="xsd:double" />    <transform id="atom" process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:y3']" dictRef="cc:y3" dataType="xsd:double" />    <transform id="atom" process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:z3']" dictRef="cc:z3" dataType="xsd:double" />    <transform process="pullup" xpath=".//cml:list/cml:array" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="initial" />    <transform process="delete" xpath=".//cml:molecule//cml:scalar[@dictRef='cc:serial']" />    <transform process="delete" xpath=".//cml:molecule//cml:scalar[@dictRef='cc:atomicNumber']" />    <transform process="pullup" xpath=".//cml:molecule" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>
    </templateList>
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optimization



	geometry

	energies

	jobcpu








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	optimization



	name

	Geometry optimization



	pattern

	.*\sGeometry\soptimization\susing.*



	endPattern

	\s*COMPUTATION\sTIME.*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	job/optimization.xml







Template definition



<templateList>  <xi:include href="atomiccoordinates.xml" />  <xi:include href="energies.xml" />  <xi:include href="jobcpu.xml" />
    </templateList>
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geometry


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	geometry



	name

	Cartesian Coordinates



	pattern

	\s*CARTESIAN\sCOORDINATES.*



	endPattern

	\s*Empirical\s*Formula.*



	endPattern2

	\s*$\s*$\s*



	repeat

	*



	xml:base

	atomiccoordinates.xml







Input



                             CARTESIAN COORDINATES

   1    C       -4.374598305     2.688732629     1.251130091
   2    C       -5.092724453     3.683249302     0.425878871
   3    C       -6.471282903     3.691879674     0.356170876
   4    C       -7.330541146     2.837499652     1.233383342
   5    C       -6.546466024     1.752175053     2.134695421
   6    C       -5.058520354     1.736674464     1.980132375
   7    C       -3.146588734     2.345471392     0.555689153
   8    C       -2.967412654     3.247627856    -0.624015350
   9    C       -4.291530172     3.929989962    -0.760299282
...

           Empirical Formula: C510 H498 N66 O172  =  1246 atoms






Input



          CARTESIAN COORDINATES

    NO.       ATOM         X         Y         Z

     1         C       -4.1918    2.5617    1.3518
     2         C       -4.8544    3.5730    0.5005
     3         C       -6.2295    3.6275    0.3952
     4         C       -7.1393    2.8094    1.2560
     5         C       -6.4160    1.7058    2.1856
     6         C       -4.9260    1.6393    2.0699
     7         C       -2.9585    2.1717    0.6912
     8         C       -2.7186    3.0577   -0.4900
     9         C       -4.0147    3.7838   -0.6656
...






Output text



<comment class="example.output" id="geometry">
      <module cmlx:templateRef="geometry">
          <molecule id="molecule">
             <atomArray>
                <atom elementType="C" id="a1" x3="0.3745983" y3="2.68873263" z3="1.25113009">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-4</scalar>
                </atom>
                <atom elementType="C" id="a2" x3="0.09272445" y3="3.6832493" z3="0.42587887">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-5</scalar>
                </atom>
                <atom elementType="C" id="a3" x3="0.4712829" y3="3.69187967" z3="0.35617088">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-6</scalar>
                </atom>
                <atom elementType="C" id="a4" x3="0.33054115" y3="2.83749965" z3="1.23338334">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-7</scalar>
                </atom>
                <atom elementType="C" id="a5" x3="0.54646602" y3="1.75217505" z3="2.13469542">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-6</scalar>
                </atom>
                <atom elementType="C" id="a6" x3="0.05852035" y3="1.73667446" z3="1.98013238">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-5</scalar>
                </atom>
                <atom elementType="C" id="a7" x3="0.14658873" y3="2.34547139" z3="0.55568915">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-3</scalar>
                </atom>
                <atom elementType="C" id="a8" x3="0.96741265" y3="3.24762786" z3="-0.62401535">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">8</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-2</scalar>
                </atom>
                <atom elementType="C" id="a9" x3="0.29153017" y3="3.92998996" z3="-0.76029928">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">9</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-4</scalar>
                </atom>
              </atomArray>
        </molecule>
      </module>
    </comment>






Template definition



<record repeat="*">((?!\s*1).*)</record>
<record name="molecule" repeat="*">{I,cc:serial}{A,cc:elementType}{F,cc:x3}\*?{F,cc:y3}\*?{F,cc:z3}</record>
<transform process="delete" xpath="//cml:list[child::cml:scalar[@dictRef='cc:elementType' and text() = 'Tv']]" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" dictRef="cc:serial" dataType="xsd:integer" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" dictRef="cc:elementType" dataType="xsd:string" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:x3']" dictRef="cc:x3" dataType="xsd:double" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:y3']" dictRef="cc:y3" dataType="xsd:double" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:z3']" dictRef="cc:z3" dataType="xsd:double" />
<transform process="createMolecule" xpath=".//cml:list/cml:array" id="molecule" />
<transform process="pullup" xpath=".//cml:molecule" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:molecule//cml:scalar[@dictRef='cc:serial']" />
<transform process="delete" xpath=".//cml:molecule//cml:scalar[@dictRef='cc:atomicNumber']" />








          

      

      

    

  

  
    

    energies
    

    

   


  

    
      
          
            
  
energies


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	energies



	name

	Energies section



	pattern

	.*\sTOTAL\sENERGY\s*=.*



	pattern2

	\s*ZERO\sPOINT\sENERGY.*



	endPattern

	\s*SCF\sCALCULATIONS.*



	endPattern2

	\s*WALL-CLOCK\sTIME.*



	endPattern3

	\s*NORMAL\sCOORDINATE\sANALYSIS.*



	endPattern4

	\s*CARTESIAN\sCOORDINATE\sDERIVATIVES.*



	endPattern5

	\s*NORMAL\sCOORDINATE\sANALYSIS.*



	endPattern6

	\s*GRADIENT\s+NORM.*



	endOffset

	0



	repeat

	*



	xml:base

	energies.xml







Input



         TOTAL ENERGY            =   -3024354.64134 KCAL/MOL
         ENERGY OF ATOMS         =    3019975.06610 KCAL/MOL
                             SUM =      -4379.57525 KCAL/MOL
         DISPERSION ENERGY       =          0.00000 KCAL/MOL
         MM CORRECTION FOR >N-   =        -10.86572 KCAL/MOL
                             SUM =      -4390.44097 KCAL/MOL

WARNING - An energy term is missing!


         TOTAL ENERGY            =    -131148.53702 EV
         ELECTRONIC ENERGY       =   -7116479.16086 EV
         CORE-CORE REPULSION     =    6985330.62384 EV

         GRADIENT NORM           =          3.24521






Input



ZERO POINT ENERGY      59.540 KCAL/MOL


 NORMAL COORDINATE ANALYSIS (Total motion = 1 Angstrom)






Output text



<comment class="example.output" id="energies">
        <module cmlx:templateRef="energies">
            <scalar dataType="xsd:double" dictRef="mp:atomener" units="nonsi:hartree">4812.63226533696</scalar>
            <scalar dataType="xsd:double" dictRef="mp:dispenergy" units="nonsi:hartree">0.0</scalar>
            <scalar dataType="xsd:double" dictRef="mp:mmcorrectionforn" units="nonsi:hartree">-0.017315611392</scalar>
            <scalar dataType="xsd:double" dictRef="mp:totalsum" units="nonsi:hartree">-6.996606729791999</scalar>
            <scalar dataType="xsd:double" dictRef="cc:totalener" units="nonsi:hartree">-4819.618085616211</scalar>
            <scalar dataType="xsd:string" dictRef="cc:electener" units="nonsi:hartree">-261525.69025120902</scalar>
            <scalar dataType="xsd:double" dictRef="cc:nucrepener" units="nonsi:hartree">256706.07216559278</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="energies2">
        <module cmlx:templateRef="energies">
               <scalar dataType="xsd:double" dictRef="cc:zeropoint" units="nonsi:hartree">0.094882944</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern=".*ZERO\sPOINT\sENERGY\s*.*" endPattern=".*" endOffset="0">    <record>.*ZERO\sPOINT\sENERGY\s*{F,cc:zeropoint}KCAL/MOL\s*</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*ENERGY\sOF\sATOMS.*KCAL/MOL" endPattern=".*" endOffset="0">    <record>\s*ENERGY\sOF\sATOMS\s*={F,mp:atomener}KCAL/MOL</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*DISPERSION\sENERGY.*KCAL/MOL" endPattern=".*" endOffset="0">    <record>\s*DISPERSION\sENERGY\s*={F,mp:dispenergy}KCAL/MOL</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*MM\sCORRECTION\sFOR.*N-.*KCAL/MOL" endPattern="\s*SUM.*" endOffset="1">    <record>\s*MM\sCORRECTION\sFOR.*N-\s*={F,mp:mmcorrectionforn}KCAL/MOL</record>    <record>\s*SUM\s*={F,mp:totalsum}KCAL/MOL</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*TOTAL\sENERGY.*EV" endPattern=".*" endOffset="0">    <record>\s*TOTAL\sENERGY\s*={F,cc:totalener}EV</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:totalener']" args="operator=multiply operand=0.0367493088" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*ELECTRONIC\sENERGY.*EV" endPattern=".*" endOffset="0">    <record>\s*ELECTRONIC\sENERGY\s*={X,cc:electener}EV</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:electener']" args="operator=multiply operand=0.0367493088" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*CORE-CORE\sREPULSION.*EV" endPattern=".*" endOffset="0">    <record>\s*CORE-CORE\sREPULSION\s*={F,cc:nucrepener}EV</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:nucrepener']" args="operator=multiply operand=0.0367493088" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	jobcpu



	repeat

	*



	pattern

	\s*WALL\-CLOCK\sTIME.*



	endPattern

	\s*COMPUTATION\sTIME.*



	endOffset

	1



	xml:base

	jobcpu.xml







Input



WALL-CLOCK TIME         =  6 HOURS 55 MINUTES AND 24.447 SECONDS
COMPUTATION TIME        =  8 HOURS  3 MINUTES AND 34.471 SECONDS






Output text



<comment class="example.output" id="jobcpu">
        <module cmlx:templateRef="jobcpu">
            <scalar dictRef="cc:wall" units="si:seconds">24924.447</scalar>
            <scalar dictRef="cc:cputime" units="si:seconds">29014.471</scalar>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*WALL-CLOCK\sTIME.*DAY.*" endPattern=".*" endOffset="0">    <record>\s*WALL-CLOCK\sTIME\s*={I,cc:wdays}DAYS{I,cc:whours}HOURS{I,cc:wminutes}MINUTES\sAND{F,cc:wseconds}SECONDS\s*</record>
        </template>  <template pattern="\s*WALL-CLOCK\sTIME.*HOURS.*" endPattern=".*" endOffset="0">    <record>\s*WALL-CLOCK\sTIME\s*={I,cc:whours}HOURS{I,cc:wminutes}MINUTES\sAND{F,cc:wseconds}SECONDS\s*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:wdays" />
        </template>  <template pattern="\s*WALL-CLOCK\sTIME.*MINUTES.*" endPattern=".*" endOffset="0">    <record>\s*WALL-CLOCK\sTIME\s*={I,cc:wminutes}MINUTES\sAND{F,cc:wseconds}SECONDS\s*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:wdays" />    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:whours" />
        </template>  <template pattern="\s*WALL-CLOCK\sTIME.*SECONDS.*" endPattern=".*" endOffset="0">    <record>\s*WALL-CLOCK\sTIME\s*={F,cc:wseconds}SECONDS\s*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:wdays" />    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:whours" />    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:wminutes" />
        </template>  <template pattern="\s*COMPUTATION\sTIME.*DAY.*" endPattern="~">    <record>\s*COMPUTATION\sTIME\s*={I,cc:cdays}DAYS{I,cc:chours}HOURS{I,cc:cminutes}MINUTES\sAND{F,cc:cseconds}SECONDS\s*</record>
        </template>  <template pattern="\s*COMPUTATION\sTIME.*HOURS.*" endPattern="~">    <record>\s*COMPUTATION\sTIME\s*={I,cc:chours}HOURS{I,cc:cminutes}MINUTES\sAND{F,cc:cseconds}SECONDS\s*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:cdays" />
        </template>  <template pattern="\s*COMPUTATION\sTIME.*MINUTES.*" endPattern="~">    <record>\s*COMPUTATION\sTIME\s*={I,cc:cminutes}MINUTES\sAND{F,cc:cseconds}SECONDS\s*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:cdays" />    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:chours" />
        </template>  <template pattern="\s*COMPUTATION\sTIME.*SECONDS.*" endPattern="~">    <record>\s*COMPUTATION\sTIME\s*={F,cc:cseconds}SECONDS\s*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:cdays" />    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:chours" />    <transform process="addChild" xpath="." elementName="cml:scalar" value="0" dictRef="cc:cminutes" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list/cml:scalar" repeat="3" />
<transform process="pullup" xpath=".//cml:module/cml:scalar" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:wdays' or @dictRef='cc:cdays']" args="operator=multiply operand=86400" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:whours' or @dictRef='cc:chours']" args="operator=multiply operand=3600" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:wminutes' or @dictRef='cc:cminutes']" args="operator=multiply operand=60" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:wall" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:cputime" />
<transform process="setValue" xpath="./cml:scalar[@dictRef='cc:wall']" value="$number(number(../cml:scalar[@dictRef='cc:wdays']) + number(../cml:scalar[@dictRef='cc:whours']) + number(../cml:scalar[@dictRef='cc:wminutes']) + number(../cml:scalar[@dictRef='cc:wseconds']))" />
<transform process="setValue" xpath="./cml:scalar[@dictRef='cc:cputime']" value="$number(number(../cml:scalar[@dictRef='cc:cdays']) + number(../cml:scalar[@dictRef='cc:chours']) + number(../cml:scalar[@dictRef='cc:cminutes']) + number(../cml:scalar[@dictRef='cc:cseconds']))" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:wall']" value="si:seconds" />
<transform process="addUnits" xpath="./cml:scalar[@dictRef='cc:cputime']" value="si:seconds" />
<transform process="delete" xpath=".//cml:scalar[not(@dictRef='cc:cputime') and not(@dictRef='cc:wall')]" />
<transform process="delete" xpath=".//cml:module" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	geometry



	name

	Cartesian Coordinates



	pattern

	\s*CARTESIAN\sCOORDINATES.*



	endPattern

	\s*Empirical\s*Formula.*



	endPattern2

	\s*$\s*$\s*



	repeat

	*



	xml:base

	job/atomiccoordinates.xml







Input



                             CARTESIAN COORDINATES

   1    C       -4.374598305     2.688732629     1.251130091
   2    C       -5.092724453     3.683249302     0.425878871
   3    C       -6.471282903     3.691879674     0.356170876
   4    C       -7.330541146     2.837499652     1.233383342
   5    C       -6.546466024     1.752175053     2.134695421
   6    C       -5.058520354     1.736674464     1.980132375
   7    C       -3.146588734     2.345471392     0.555689153
   8    C       -2.967412654     3.247627856    -0.624015350
   9    C       -4.291530172     3.929989962    -0.760299282
...

           Empirical Formula: C510 H498 N66 O172  =  1246 atoms






Input



          CARTESIAN COORDINATES

    NO.       ATOM         X         Y         Z

     1         C       -4.1918    2.5617    1.3518
     2         C       -4.8544    3.5730    0.5005
     3         C       -6.2295    3.6275    0.3952
     4         C       -7.1393    2.8094    1.2560
     5         C       -6.4160    1.7058    2.1856
     6         C       -4.9260    1.6393    2.0699
     7         C       -2.9585    2.1717    0.6912
     8         C       -2.7186    3.0577   -0.4900
     9         C       -4.0147    3.7838   -0.6656
...






Output text



<comment class="example.output" id="geometry">
      <module cmlx:templateRef="geometry">
          <molecule id="molecule">
             <atomArray>
                <atom elementType="C" id="a1" x3="0.3745983" y3="2.68873263" z3="1.25113009">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-4</scalar>
                </atom>
                <atom elementType="C" id="a2" x3="0.09272445" y3="3.6832493" z3="0.42587887">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">2</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-5</scalar>
                </atom>
                <atom elementType="C" id="a3" x3="0.4712829" y3="3.69187967" z3="0.35617088">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">3</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-6</scalar>
                </atom>
                <atom elementType="C" id="a4" x3="0.33054115" y3="2.83749965" z3="1.23338334">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">4</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-7</scalar>
                </atom>
                <atom elementType="C" id="a5" x3="0.54646602" y3="1.75217505" z3="2.13469542">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">5</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-6</scalar>
                </atom>
                <atom elementType="C" id="a6" x3="0.05852035" y3="1.73667446" z3="1.98013238">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">6</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-5</scalar>
                </atom>
                <atom elementType="C" id="a7" x3="0.14658873" y3="2.34547139" z3="0.55568915">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">7</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-3</scalar>
                </atom>
                <atom elementType="C" id="a8" x3="0.96741265" y3="3.24762786" z3="-0.62401535">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">8</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-2</scalar>
                </atom>
                <atom elementType="C" id="a9" x3="0.29153017" y3="3.92998996" z3="-0.76029928">
                   <scalar dataType="xsd:integer" dictRef="cc:serial">9</scalar>
                   <scalar dataType="xsd:integer" dictRef="g:atomicType">-4</scalar>
                </atom>
              </atomArray>
        </molecule>
      </module>
    </comment>






Template definition



<record repeat="*">((?!\s*1).*)</record>
<record name="molecule" repeat="*">{I,cc:serial}{A,cc:elementType}{F,cc:x3}\*?{F,cc:y3}\*?{F,cc:z3}</record>
<transform process="delete" xpath="//cml:list[child::cml:scalar[@dictRef='cc:elementType' and text() = 'Tv']]" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" dictRef="cc:serial" dataType="xsd:integer" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" dictRef="cc:elementType" dataType="xsd:string" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:x3']" dictRef="cc:x3" dataType="xsd:double" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:y3']" dictRef="cc:y3" dataType="xsd:double" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:z3']" dictRef="cc:z3" dataType="xsd:double" />
<transform process="createMolecule" xpath=".//cml:list/cml:array" id="molecule" />
<transform process="pullup" xpath=".//cml:molecule" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:molecule//cml:scalar[@dictRef='cc:serial']" />
<transform process="delete" xpath=".//cml:molecule//cml:scalar[@dictRef='cc:atomicNumber']" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	energies



	name

	Energies section



	pattern

	.*\sTOTAL\sENERGY\s*=.*



	pattern2

	\s*ZERO\sPOINT\sENERGY.*



	endPattern

	\s*SCF\sCALCULATIONS.*



	endPattern2

	\s*WALL-CLOCK\sTIME.*



	endPattern3

	\s*NORMAL\sCOORDINATE\sANALYSIS.*



	endPattern4

	\s*CARTESIAN\sCOORDINATE\sDERIVATIVES.*



	endPattern5

	\s*NORMAL\sCOORDINATE\sANALYSIS.*



	endPattern6

	\s*GRADIENT\s+NORM.*



	endOffset

	0



	repeat

	*



	xml:base

	job/energies.xml







Input



         TOTAL ENERGY            =   -3024354.64134 KCAL/MOL
         ENERGY OF ATOMS         =    3019975.06610 KCAL/MOL
                             SUM =      -4379.57525 KCAL/MOL
         DISPERSION ENERGY       =          0.00000 KCAL/MOL
         MM CORRECTION FOR >N-   =        -10.86572 KCAL/MOL
                             SUM =      -4390.44097 KCAL/MOL

WARNING - An energy term is missing!


         TOTAL ENERGY            =    -131148.53702 EV
         ELECTRONIC ENERGY       =   -7116479.16086 EV
         CORE-CORE REPULSION     =    6985330.62384 EV

         GRADIENT NORM           =          3.24521






Input



ZERO POINT ENERGY      59.540 KCAL/MOL


 NORMAL COORDINATE ANALYSIS (Total motion = 1 Angstrom)






Output text



<comment class="example.output" id="energies">
        <module cmlx:templateRef="energies">
            <scalar dataType="xsd:double" dictRef="mp:atomener" units="nonsi:hartree">4812.63226533696</scalar>
            <scalar dataType="xsd:double" dictRef="mp:dispenergy" units="nonsi:hartree">0.0</scalar>
            <scalar dataType="xsd:double" dictRef="mp:mmcorrectionforn" units="nonsi:hartree">-0.017315611392</scalar>
            <scalar dataType="xsd:double" dictRef="mp:totalsum" units="nonsi:hartree">-6.996606729791999</scalar>
            <scalar dataType="xsd:double" dictRef="cc:totalener" units="nonsi:hartree">-4819.618085616211</scalar>
            <scalar dataType="xsd:string" dictRef="cc:electener" units="nonsi:hartree">-261525.69025120902</scalar>
            <scalar dataType="xsd:double" dictRef="cc:nucrepener" units="nonsi:hartree">256706.07216559278</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="energies2">
        <module cmlx:templateRef="energies">
               <scalar dataType="xsd:double" dictRef="cc:zeropoint" units="nonsi:hartree">0.094882944</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern=".*ZERO\sPOINT\sENERGY\s*.*" endPattern=".*" endOffset="0">    <record>.*ZERO\sPOINT\sENERGY\s*{F,cc:zeropoint}KCAL/MOL\s*</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*ENERGY\sOF\sATOMS.*KCAL/MOL" endPattern=".*" endOffset="0">    <record>\s*ENERGY\sOF\sATOMS\s*={F,mp:atomener}KCAL/MOL</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*DISPERSION\sENERGY.*KCAL/MOL" endPattern=".*" endOffset="0">    <record>\s*DISPERSION\sENERGY\s*={F,mp:dispenergy}KCAL/MOL</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*MM\sCORRECTION\sFOR.*N-.*KCAL/MOL" endPattern="\s*SUM.*" endOffset="1">    <record>\s*MM\sCORRECTION\sFOR.*N-\s*={F,mp:mmcorrectionforn}KCAL/MOL</record>    <record>\s*SUM\s*={F,mp:totalsum}KCAL/MOL</record>    <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0015936" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*TOTAL\sENERGY.*EV" endPattern=".*" endOffset="0">    <record>\s*TOTAL\sENERGY\s*={F,cc:totalener}EV</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:totalener']" args="operator=multiply operand=0.0367493088" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*ELECTRONIC\sENERGY.*EV" endPattern=".*" endOffset="0">    <record>\s*ELECTRONIC\sENERGY\s*={X,cc:electener}EV</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:electener']" args="operator=multiply operand=0.0367493088" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>  <template pattern="\s*CORE-CORE\sREPULSION.*EV" endPattern=".*" endOffset="0">    <record>\s*CORE-CORE\sREPULSION\s*={F,cc:nucrepener}EV</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:nucrepener']" args="operator=multiply operand=0.0367493088" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    total.time
    

    

   


  

    
      
          
            
  
total.time


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	total.time



	name

	Total job time



	pattern

	\s*TOTAL\sJOB\sTIME:.*



	endPattern

	.*



	endPattern2

	~



	xml:base

	job/time.xml







Input



TOTAL JOB TIME:         24928.18 SECONDS






Output text



<comment class="example.output" id="total.time">
        <module cmlx:templateRef="total.time">
            <scalar dataType="xsd:double" dictRef="cc:elapsedtime" units="si:s">24928.18</scalar>
        </module>
    </comment>






Template definition



<record>\s*TOTAL\sJOB\sTIME:\s*{F,cc:elapsedtime}SECONDS</record>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:elapsedtime']" value="si:s" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
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input.data


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	input.data



	name

	Input data section



	pattern

	\s*\#
{10,}\s*$\s*\#\s+\#\s*$\s*\#\s*Start\sof\sInput\sdata\s*\#\s*



	endPattern

	(?!\s*\#+).*$\s*\#{10,}\s*



	endPattern2

	(?!\s*\*+).*$\s*\*{10,}



	endPattern3

	~



	offset

	1



	endOffset

	1



	repeat

	*



	xml:base

	input.data.xml







Input



####################################
#                                  #
#       Start of Input data        #
#                                  #
####################################
MOPAC_VERSION=MOPAC2016.16.041
DATE="Tue Feb 26 17:21:22 2019"
METHOD=PM7
TITLE="Coordinates generated by ADFinput (c) SCM 1998-2011"
KEYWORDS=" PM7 GEO-OK FORCE LET NOREOR AUX(0,PRECISION=9) BONDS CHARGE=0"
COMMENTS=""
ATOM_EL[014]=
 O  C  H  C  H  H  O  H  C  C  O  H  H  O
ATOM_CORE[014]=
 6  4  1  4  1  1  6  1  4  4  6  1  1  6
ATOM_X:ANGSTROMS[042]=
   4.8790953800000    6.8880495400000    3.5648869000000
   3.7138746600000    6.9103490400000    2.6514257900000
   4.5022436300000    7.2699278600000    4.4734766200000
   2.6452997300000    6.1107610300000    3.3142558000000
   4.0984309700000    6.4873019700000    1.7158946600000
   3.4791670300000    7.9986289800000    2.4886888400000
   0.4511955600000    1.2331308600000    2.9221720800000
   2.9411642700000    5.5277664100000    4.1552267900000
   1.2211612100000    6.5282494100000    3.0699877400000
   1.5406063900000    1.5763933300000    2.6369151000000
   1.7241128600000    5.3133201900000    2.4142533200000
   0.5226132100000    6.1341378500000    3.8105266900000
   0.8354992600000    7.3426486200000    2.4263760900000
   2.5887558500000    1.9395349200000    2.2598835900000
AO_ATOMINDEX[038]=
 1  1  1  1  2  2  2  2  3  4  4  4  4  5  6  7  7  7  7  8  9  9  9  9 10 10 10 10 11 11 11 11 12 13 14 14 14 14
ATOM_SYMTYPE[038]=
 S PX PY PZ  S PX PY PZ  S  S PX PY PZ  S  S  S PX PY PZ  S  S PX PY PZ  S PX PY PZ  S PX PY PZ  S  S  S PX PY PZ
AO_ZETA[038]=
 5.9723090000000  2.3490170000000  2.3490170000000  2.3490170000000  1.9422440000000  1.7087230000000  1.7087230000000  1.7087230000000  1.2602370000000  1.9422440000000
 1.7087230000000  1.7087230000000  1.7087230000000  1.2602370000000  1.2602370000000  5.9723090000000  2.3490170000000  2.3490170000000  2.3490170000000  1.2602370000000
 1.9422440000000  1.7087230000000  1.7087230000000  1.7087230000000  1.9422440000000  1.7087230000000  1.7087230000000  1.7087230000000  5.9723090000000  2.3490170000000
 2.3490170000000  2.3490170000000  1.2602370000000  1.2602370000000  5.9723090000000  2.3490170000000  2.3490170000000  2.3490170000000
ATOM_PQN[038]=
2 2 2 2 2 2 2 2 1 2 2 2 2 1 1 2 2 2 2 1 2 2 2 2 2 2 2 2 2 2 2 2 1 1 2 2 2 2
NUM_ELECTRONS=046
EMPIRICAL_FORMULA="C4 H6 O4  =    14 atoms"
####################################






Output text



<comment class="example.output" id="input.data">
        <module cmlx:templateRef="input.data">
          <list cmlx:templateRef="missingID" />
          <list cmlx:templateRef="lines">
             <scalar dataType="xsd:string" dictRef="mp:input.data">MOPAC_VERSION=MOPAC2016.16.041</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">DATE="Tue Feb 26 17:21:22 2019"</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">METHOD=PM7</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">TITLE="Coordinates generated by ADFinput (c) SCM 1998-2011"</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">KEYWORDS=" PM7 GEO-OK FORCE LET NOREOR AUX(0,PRECISION=9) BONDS CHARGE=0"</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">COMMENTS=""</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">ATOM_EL[014]=</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">O  C  H  C  H  H  O  H  C  C  O  H  H  O</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">ATOM_CORE[014]=</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">6  4  1  4  1  1  6  1  4  4  6  1  1  6</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">ATOM_X:ANGSTROMS[042]=</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">4.8790953800000    6.8880495400000    3.5648869000000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">3.7138746600000    6.9103490400000    2.6514257900000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">4.5022436300000    7.2699278600000    4.4734766200000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">2.6452997300000    6.1107610300000    3.3142558000000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">4.0984309700000    6.4873019700000    1.7158946600000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">3.4791670300000    7.9986289800000    2.4886888400000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">0.4511955600000    1.2331308600000    2.9221720800000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">2.9411642700000    5.5277664100000    4.1552267900000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">1.2211612100000    6.5282494100000    3.0699877400000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">1.5406063900000    1.5763933300000    2.6369151000000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">1.7241128600000    5.3133201900000    2.4142533200000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">0.5226132100000    6.1341378500000    3.8105266900000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">0.8354992600000    7.3426486200000    2.4263760900000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">2.5887558500000    1.9395349200000    2.2598835900000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">AO_ATOMINDEX[038]=</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">1  1  1  1  2  2  2  2  3  4  4  4  4  5  6  7  7  7  7  8  9  9  9  9 10 10 10 10 11 11 11 11 12 13 14 14 14 14</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">ATOM_SYMTYPE[038]=</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">S PX PY PZ  S PX PY PZ  S  S PX PY PZ  S  S  S PX PY PZ  S  S PX PY PZ  S PX PY PZ  S PX PY PZ  S  S  S PX PY PZ</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">AO_ZETA[038]=</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">5.9723090000000  2.3490170000000  2.3490170000000  2.3490170000000  1.9422440000000  1.7087230000000  1.7087230000000  1.7087230000000  1.2602370000000  1.9422440000000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">1.7087230000000  1.7087230000000  1.7087230000000  1.2602370000000  1.2602370000000  5.9723090000000  2.3490170000000  2.3490170000000  2.3490170000000  1.2602370000000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">1.9422440000000  1.7087230000000  1.7087230000000  1.7087230000000  1.9422440000000  1.7087230000000  1.7087230000000  1.7087230000000  5.9723090000000  2.3490170000000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">2.3490170000000  2.3490170000000  1.2602370000000  1.2602370000000  5.9723090000000  2.3490170000000  2.3490170000000  2.3490170000000</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">ATOM_PQN[038]=</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">2 2 2 2 2 2 2 2 1 2 2 2 2 1 1 2 2 2 2 1 2 2 2 2 2 2 2 2 2 2 2 2 1 1 2 2 2 2</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">NUM_ELECTRONS=046</scalar>
             <scalar dataType="xsd:string" dictRef="mp:input.data">EMPIRICAL_FORMULA="C4 H6 O4  =    14 atoms"</scalar>
          </list>
        </module>
    </comment>






Template definition



<record repeat="4" />
<record id="lines" repeat="*">{X,mp:input.data}</record>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	vibrations



	name

	SCF results section



	pattern

	\s*&#
92;#{10,}\s*$\s*\#\s+\#\s*$\s*\#\s*Normal\smode\sanalysis\s*\#\s*



	endPattern

	(?!\s*\#+).*$\s*\#{10,}\s*



	endPattern2

	(?!\s*\*+).*$\s*\*{10,}



	endPattern3

	~



	offset

	1



	endOffset

	1



	repeat

	*



	xml:base

	vibrations/normal.mode.analysis.xml







Input



####################################
#                                  #
#      Normal mode analysis        #
#                                  #
####################################
ORIENTATION_ATOM_X:ANGSTROMS[042]=
   4.8790953800000    6.8880495400000    3.5648869000000
   3.7138746600000    6.9103490400000    2.6514257900000
   4.5022436300000    7.2699278600000    4.4734766200000
   2.6452997300000    6.1107610300000    3.3142558000000
   4.0984309700000    6.4873019700000    1.7158946600000
   3.4791670300000    7.9986289800000    2.4886888400000
   0.4511955600000    1.2331308600000    2.9221720800000
   2.9411642700000    5.5277664100000    4.1552267900000
   1.2211612100000    6.5282494100000    3.0699877400000
   1.5406063900000    1.5763933300000    2.6369151000000
   1.7241128600000    5.3133201900000    2.4142533200000
   0.5226132100000    6.1341378500000    3.8105266900000
   0.8354992600000    7.3426486200000    2.4263760900000
   2.5887558500000    1.9395349200000    2.2598835900000
ISOTOPIC_MASSES[014]=
 15.9994  12.0110   1.0079  12.0110   1.0079   1.0079  15.9994   1.0079  12.0110  12.0110
 15.9994   1.0079   1.0079  15.9994
ROTAT_CONSTS:CM(-1)[3]=     0.111213061898167     0.021262684715955     0.018722232409056
PRI_MOM_OF_I:10**(-40)*GRAM-CM**2[3]   251.704017199197267  1316.521164600933844  1495.162213201219402
ZERO_POINT_ENERGY:KCAL/MOL=    59.540109260883582
VIB._FREQ:CM(-1)[042]=
    7.42    63.77    97.27   103.16   180.22   218.40   369.82   387.56   433.15   547.48
  549.82   731.16   794.01   857.44   889.13   922.32   971.28  1030.73  1082.00  1120.48
 1175.58  1197.35  1257.57  1297.15  1324.82  1355.16  1382.29  1401.76  1479.48  2302.62
 2595.05  2623.64  2636.44  2723.00  2734.25  2806.12  5550.44  7653.86 -8881.37  3513.08
 7618.15 -8992.75
NORMAL_MODES[01764]=
 -0.0780454010130  -0.2826807000244  -0.0274066005353  -0.0686112486928  -0.2418458408656  -0.0224441117735  -0.0190072822617  -0.0706020788669  -0.0068045484370  -0.0746912291494
 -0.2285816017546  -0.0163672775169  -0.0212522953010  -0.0727861214971  -0.0058451296141  -0.0175881036022  -0.0698016837855  -0.0082341346241   0.1300970039116   0.4866812197874
  0.0375620061545  -0.0228453861719  -0.0647833517275  -0.0033432697053  -0.0726702136131  -0.2226812588863  -0.0185514787946   0.1205276551571   0.3964778208927   0.0311303284280
 -0.0910229422636  -0.2640447089675  -0.0146140712557  -0.0215313740042  -0.0624106607935  -0.0047611649856  -0.0201078854986  -0.0650240992981  -0.0066024914155   0.1523728247498
  0.4188100595095   0.0361204699167  -0.0526083945851   0.4664776425640   0.0347090914367  -0.0422288882663   0.2101936416374   0.0207169081633  -0.0272614915357   0.1174911315505
  0.0027846212766   0.2038582388879  -0.1936635296086  -0.0583830757634   0.0255366213449   0.1250450627442  -0.0080481817031  -0.0944844020686   0.0464612633005   0.0390697105721
 -0.2073308790178   0.0882917237068  -0.0290352722672   0.1256167021047  -0.0902162283322  -0.0640445070652   0.1120137613350  -0.4312352483622   0.1039642152511  -0.1660990824492
  0.0606275515331   0.0054303261982   0.3180854923179  -0.2691638403983  -0.1295286811888   0.0647602657152  -0.1962406957602   0.0263065201818  -0.0147754900257  -0.1143500243270
  0.0699689762882  -0.1712533437317   0.0492440860413   0.0451319836758  -0.0416494960213  -0.0365047036964   0.2682029723708   0.0433735172543   0.0334127962137   0.1374684602361
 -0.0249293913468  -0.0149509132046   0.0636494367399  -0.0265195856945  -0.0084185542027  -0.0418732353670   0.0392461388666   0.0305815901881   0.0405787999652   0.0171900540724
  0.0130775813075   0.0533965217292   0.1703510859141  -0.0425133518047   0.5934589030589  -0.0426551881930  -0.0075608999968  -0.0033281293668  -0.0057674455291  -0.0207627006594
 -0.2088859851452  -0.0004243128891   0.0140506188363   0.0132733215396   0.0995605045954  -0.0022820365223  -0.1903760642822  -0.0285710939802  -0.0137743579287  -0.0898264901818
  0.0159350428160  -0.0028973254587  -0.0664823858987  -0.2315304496873   0.0643363555197  -0.5841218514598   0.0590694456387  -0.0712951581051  -0.0088907217543   0.0583070423990
 -0.0418979852927  -0.0165874753835   0.0142253523312  -0.0189410208441  -0.0021102001973   0.0339037604784  -0.0156901713387  -0.0268175541347   0.0166637381228  -0.0154784965819
 -0.0034047151785   0.0235621734014  -0.0107999688891  -0.0062239188695   0.0854518983556  -0.5992433898034  -0.0894894684935   0.0031042795138  -0.0055927476644  -0.0060363497827
  0.0425166338108   0.0082397226621  -0.0417463138160  -0.0671446570209   0.0271321516430   0.0384680074145   0.0339198091032  -0.0009934281143  -0.0391580546975   0.0091207621702
  0.0067439035271  -0.0131519730856   0.0170477435247   0.0034123656270  -0.0133465817133  -0.2580115050886   0.7009852771532   0.1890988392083   0.0433360896837   0.1944002255853
 -0.1231676522560  -0.0128933938099  -0.1044519851138  -0.0319786754119   0.0159604969805   0.0686130884052  -0.0373032278865  -0.0566751688646   0.1690404631479   0.2537573416780
 -0.0250727526234  -0.1261807707265   0.0257930164319   0.0052347726644  -0.0409847828493  -0.0985807940772  -0.0396704428200   0.0090428753408  -0.0648936216149  -0.0710531934286
  0.2280262882364   0.2116550411322  -0.0149460898031   0.0162074916872  -0.2891383690188  -0.0487869170324   0.0258317055033  -0.0917258927022   0.2197377007962  -0.3747985079639
  0.5417745873735  -0.0745402790344   0.1059037895272  -0.1035699675319   0.0387969787883  -0.0800329758435  -0.2168385567735  -0.0801284047465   0.0399797332783  -0.1609479887131
 -0.1730326388503   0.4026534350640   0.2323591308709   0.1772479422473  -0.3976342046618  -0.2237708739491  -0.1443702323947   0.1434722045917  -0.0017807938361   0.0959050870797
 -0.1882671202917  -0.1004075694020   0.1818537437158  -0.2753444912911   0.0606256100378   0.0252918876052  -0.1553669667418  -0.2780375779365   0.0267901088034  -0.0128461585174
  0.0165509127890   0.0362221443947  -0.0799537576026  -0.0481949437198   0.1554328967952   0.1487241855793   0.1503437222591   0.0043105306566   0.0026235279572  -0.0373523525680
 -0.2653874165232   0.0221519761875   0.0714210552245   0.0684319508726   0.1020902566751   0.0937982757025   0.0632918084115   0.0577650052126   0.0515812241738  -0.0213576690522
  0.0165948525315  -0.1067276682507   0.1470153612030   0.1614058814528  -0.1716802695419  -0.0393474533758  -0.3418602454569   0.1032770091245   0.0613962135362   0.0684206067594
 -0.0454991267237  -0.1637787215679   0.0593565037656   0.3661578870891  -0.0597233752229  -0.2916482463836   0.0899875222526   0.0137708045582  -0.1221762753187  -0.1490446909463
 -0.0095256099941   0.0076645702372   0.0108378973534  -0.1033923274600  -0.0069554222904   0.1029854717674  -0.2053642121555  -0.1402475642187   0.0838289349526  -0.0068228498245
 -0.0034608028367   0.0021098206561   0.2954256447754   0.3372587534929  -0.3306808642753  -0.1003076226072  -0.2159392304962  -0.0939569072008  -0.0695702688533   0.0227605218036
  0.1135256317824  -0.0083603174543  -0.0001178715650   0.0058090089244  -0.1935225112350  -0.2446451248259   0.2075104419059   0.1867467656068   0.0719855089645  -0.3323230089993
 -0.1080409512986  -0.0329173191857   0.0150690547780   0.0136846978738   0.4441749003560  -0.1852472637786   0.1124776896789  -0.1105981852500  -0.0123514841660   0.1696436158706
  0.0228991245118  -0.2048580763945  -0.0094828364701   0.0036629717001   0.0007511327660   0.0616827029249   0.2005830686935  -0.0087112348310  -0.2139022137399  -0.2077438963327
  0.2002122484956  -0.0099712516329   0.0045768188130  -0.0062196597279   0.2270200394011   0.0207020142040   0.0965666063381   0.0627115862928  -0.1807750722004   0.1255947975305
 -0.2400188368057  -0.1194041231933   0.0901261779573  -0.0183763939206   0.0043623485348  -0.0256901686708   0.5541093878998   0.2279587489225   0.0645055592067   0.2686002707024
  0.0099221685580   0.1729892209302   0.1508651397993   0.0308925316079   0.0281798965809  -0.1147633164042   0.1446333082108  -0.1762300202413   0.1025418092931  -0.0088105729573
  0.0645100702562   0.1069304136309   0.0092441275821   0.0422075322733  -0.0092935814631   0.0033872871632  -0.0158918062719  -0.0691683448379   0.0346556641292  -0.0394006567428
 -0.2904136857484  -0.2042094482493  -0.0601640084261  -0.0067978564089   0.0052934547728  -0.0054014713772  -0.4491112542546  -0.1687948699950  -0.0329373980473  -0.0048304136916
 -0.0487052615702   0.0700871018236  -0.1745365771607  -0.0994253025408  -0.0176448784650   0.0004598634115  -0.0034969050326   0.0068084005335  -0.0017962715856  -0.0039717082829
 -0.0008222074792   0.0001601484555  -0.0000835324904   0.0012500052972   0.0009976840958   0.0016911615735  -0.0005178103931   0.0018658532950   0.0038304466511   0.0063380384681
 -0.0008820239877  -0.0015057433867   0.0003915980777   0.0008104002498  -0.0001283782502  -0.0014434007073   0.1116968813165  -0.3521538355246   0.0955840668296   0.0005736237524
 -0.0005752822884   0.0008411711132   0.0043086505599   0.0012084516499   0.0036471911092  -0.3159099508678   0.7659709960653  -0.1986772110205   0.0010232239396   0.0018489442101
 -0.0050820388454   0.0004954065016   0.0000799813309   0.0002404376401   0.0017913588917   0.0013167113502   0.0016457114954   0.1563536229139  -0.3139040432662   0.0724364822252
  0.0034646567389  -0.0009650760747  -0.0056561040487  -0.0017506286168  -0.0010493695250   0.0012112788253   0.0029049408471   0.0031474359498  -0.0021065157509   0.0006373783602
 -0.0027700607792   0.0026481607739  -0.0017795357099   0.0002599269483  -0.0006576717205  -0.0011346440531  -0.0003153387653   0.0008932525149  -0.0261633822672  -0.1066880339767
 -0.3644105340272   0.0017239781352  -0.0012026150136  -0.0005106863644   0.0003563934465  -0.0011279326251   0.0066722671990   0.1554453269050   0.2702825021952   0.7911562947949
 -0.0019401554405   0.0042076292339  -0.0032247614726  -0.0001447073220  -0.0009804615169   0.0011348915632   0.0003154462130   0.0012612946934   0.0034509690182  -0.1098626916059
 -0.1269956810793  -0.3218751391094  -0.1019861667617  -0.1103836562717   0.0084323390725  -0.0258368971624   0.1739837527604  -0.0307237565803   0.0219381632534   0.1356093277047
 -0.0448637102259   0.1483179839622   0.3761955101218   0.4493215698042  -0.0876508389337  -0.1427843846375   0.0377506523368   0.0970920673868   0.0429164292202  -0.1536329430567
  0.0057420828596  -0.0013204416434   0.0005439172887   0.0953046533392  -0.0257711243681   0.0040540797169   0.3551333189560  -0.2536057823295  -0.0690536926010   0.0060494419641
 -0.0074666653191  -0.0033121496194  -0.4097366053044  -0.1463784582149  -0.2565694315615   0.0409511889102  -0.0052534217714  -0.0299691667200   0.1775377074167   0.0058626954440
  0.0166985257308   0.0002802377391   0.0049341749311  -0.0097366223359  -0.0132572048557  -0.2242656003852   0.0780513192386  -0.0079193999065   0.0040232532707   0.0374102569638
  0.2163902651662   0.8824401252411  -0.2867210882503  -0.0157334159382  -0.0853684224103  -0.0784315603311  -0.0005193062279   0.0510537444366  -0.0096815692787  -0.0308923511217
 -0.0020984177469   0.0397380538875   0.0088222105310  -0.0049693317694  -0.0083215447419   0.0152271233218   0.0063535900652  -0.0061956573208  -0.0741989957006   0.0371972963843
  0.0114312649878   0.0060059827345  -0.0025931469095  -0.0141188472144   0.0416389221684   0.0310084403209   0.0478482365549  -0.0036548880108   0.0048012934596   0.0140731219537
 -0.0430557779871  -0.0119354500760  -0.0081581503966   0.0038488517103   0.0051501514900  -0.0152171554874  -0.0732274515980   0.0276647167766  -0.0668142687314  -0.0545858274305
 -0.1348961561967   0.1769683022180   0.0220268679865   0.0160336446258  -0.0021052776685  -0.1280512100517   0.0925871127653  -0.1081785238727  -0.0397290104514   0.0274037909830
  0.0086949939886  -0.0554669699405  -0.0253067508275   0.0962832648182  -0.0045305111886   0.0026735539776  -0.0006786485723  -0.2737169836144   0.3741765111000   0.2998738536778
  0.2785015841535   0.2002125820036   0.1326404156138  -0.0010010723951  -0.0012374456968   0.0017879027881   0.0493974912931  -0.2698526690154  -0.3163447204057   0.3390654379611
  0.0677851103807   0.3147261130555  -0.1979779708545  -0.0469747754548   0.0927382573413  -0.0021792638904   0.0000842890020   0.0044065450396  -0.1013681038529   0.0155651684403
 -0.0135302960374   0.0916402045341  -0.1730678486288  -0.0619696459746  -0.0793028251368  -0.0081089251351  -0.0124402724786   0.3224796261949  -0.0923074188980   0.1939758901737
 -0.0021032620482   0.2084937220510  -0.1299180811187  -0.1308970597629  -0.0341000993975   0.1713919031775  -0.0013841146945   0.0006374269800   0.0000711307790  -0.0466798667195
  0.0886980600512   0.1684092643190  -0.0437485569965  -0.2853839834800  -0.2920943964551  -0.0022289772192   0.0016624725223  -0.0016491638546  -0.1453035547778   0.4374379576023
  0.0920897461887   0.2136706318827   0.0861676684126   0.2347919314753  -0.2288614429305  -0.2520602076998  -0.1739414662126  -0.0021025914078  -0.0002423736976  -0.0033242883490
  0.1161417717313   0.0405462272822   0.1624389618100   0.0685345103121  -0.1293489529880  -0.3380015162326  -0.0993079137111   0.0309527689637  -0.0225823104861   0.0271196572124
 -0.0441657330242   0.0560829034927   0.0007932207874   0.3083518164981  -0.2217444935210  -0.0806450571889   0.0051523160253   0.2118690219148   0.0017891734218  -0.0015617373857
  0.0047054747521  -0.0726712731488   0.3683458068009   0.2897873768142   0.0080888715740  -0.0378752269022   0.0719240893315   0.0021252462415  -0.0004277690754   0.0027255482833
 -0.1415262778279  -0.0300149248344  -0.0401631016021  -0.2183662725995  -0.2557844307684  -0.3031473078762   0.1918821374927   0.2415782464139   0.2357279071616   0.0017217476544
 -0.0007840515011   0.0049394427287  -0.4510500569750  -0.0162246356107  -0.3917484136562   0.5091807638651   0.0575272837347   0.3782705376286   0.0330844144115   0.0014683928167
 -0.0157643609236   0.0636112662141  -0.0225508361331  -0.0571345675023   0.3008647913797   0.0500166577005   0.1322336581903   0.0265543185160  -0.0031566949708   0.0176293492513
 -0.0000234439221  -0.0001089192287  -0.0026051600878  -0.1010050588033   0.0679381193906   0.0757731714748  -0.0285497454228  -0.0540678563451   0.0008830096552   0.0018906144467
 -0.0011502948148   0.0019037187099  -0.0814512302386   0.0164561391732   0.0679631532822  -0.1093187337290  -0.1415381841067  -0.1535292859170   0.0739505893689   0.0977438168980
  0.0999788248585   0.0030811380699  -0.0007748243740   0.0064959705060  -0.1222626988915   0.1039040662113  -0.0516064453998   0.2719740833881  -0.3589456548520   0.0050152201826
 -0.1731960198752   0.0625345373639  -0.0598485142544  -0.1430833374271   0.3399159911399   0.1052034510626  -0.2400635860505   0.2393343594388  -0.2546844413715   0.1214687040874
  0.0076452077645   0.3648102507629  -0.0012573027611   0.0007012229221   0.0009269658334   0.0398417133419  -0.3418541366114  -0.2832493350975   0.0107051382445   0.0973871787074
  0.0818360178028  -0.0013575642778   0.0001811754343  -0.0024042511884   0.0841248876350  -0.1614449626521  -0.0354074512577  -0.0126480765599   0.0245847886099   0.0056507408174
 -0.0384647423618  -0.0445981441615  -0.0526630455856  -0.0043160859446   0.0019318498412  -0.0079601512535  -0.0082739779767   0.0012770859031  -0.0217344055535   0.0973548246060
  0.0224774418760  -0.0574945415730  -0.0063534702617   0.0037411631312  -0.0083347456097  -0.1162491298702  -0.0160574261586  -0.0173970272900   0.0964343754053   0.0648682992463
 -0.0082100504907   0.0111342402711   0.0106931737522   0.0225057008715   0.0001866685134   0.0000441966409   0.0036114407277  -0.0372001749307   0.1525705465938   0.1025263731055
 -0.1083102777994  -0.2053185375292   0.3923567355215   0.0001720034769  -0.0009295687634   0.0001245742819   0.0643889135002   0.0448421543276  -0.2022941269443  -0.2450114825364
  0.4862270393067   0.0773913839566   0.3999663888156  -0.2151346445712  -0.3985681602471  -0.0011958225156   0.0007359648662  -0.0013713911512   0.0639998602304  -0.0678831991554
 -0.0000481369786  -0.1205396225281  -0.1069172789201  -0.1165521355133   0.1329500808616  -0.0313021139255   0.0282733935802  -0.0778712056096   0.2272511405102   0.1783670656079
  0.6297985912999   0.2633827009253   0.1221572674611  -0.5166862342413  -0.1302404146505  -0.0341340321301  -0.0014037404332   0.0007938852999  -0.0009402797876   0.0632940654261
 -0.1459404964507  -0.1203755453056   0.0353172204424   0.0978998648951   0.0270802410943  -0.0004283733323  -0.0002559112264  -0.0006104111847   0.0244017083524  -0.0929596806848
 -0.0594704785431   0.0019709408740  -0.0218561199716  -0.0168674624203  -0.0879339794480  -0.0508501590756  -0.0389476259459  -0.0013859385149   0.0005021892647  -0.0010017798719
 -0.0134011663855   0.0221840237400  -0.0137991437911  -0.2138609045212  -0.2515379852335   0.1596700499362   0.0759349852780   0.0013018381362   0.0223714110115  -0.0105289895534
  0.2733105786831  -0.2666380533460   0.0321300682495  -0.0111946404649   0.0489569382350  -0.0688688023127  -0.0471891383281   0.1185399349046  -0.0000300936059   0.0003758675012
 -0.0011997422850   0.1381051270346   0.0860813119700  -0.0986472436194  -0.0515202540343  -0.3348167463543  -0.1901573908657  -0.0008038404463   0.0002705097124  -0.0005812649174
  0.0743951626081   0.1022453789952   0.1248746199775   0.1335379506839   0.1958073932911   0.2148354692216   0.3985879566698   0.3594065707371   0.2807064903899   0.0007327586145
 -0.0004380480010   0.0007967478182   0.0230096351436  -0.0260707455597   0.0051497299966   0.2498081342077   0.2387281281581  -0.2124676660859  -0.0867506218632   0.0100802720800
 -0.0367851486011  -0.1055037998633  -0.2037731083172   0.3453484331807   0.0785565649757   0.0967884680055  -0.0550343425029   0.0533936675679   0.0433603881273  -0.1130732424431
  0.0005050990849   0.0001526312115   0.0022597188410  -0.1712064725548  -0.1667013957224   0.0433380788114  -0.3109870731814   0.0159596309329  -0.1562661413277  -0.0003192432616
 -0.0001085817605   0.0003789298036   0.1144001754055  -0.1675068119780  -0.0954688463455   0.1383933851733   0.3050661457005   0.3026056456322   0.0213824951561   0.3043773520958
  0.2995143723400  -0.0016947890147   0.0005749017980  -0.0025841206378  -0.0697370333754   0.0378535745217  -0.0540568651591   0.0142014388141  -0.0425831298113  -0.0314194050905
  0.0572660604893  -0.0201604148641   0.0185223743775  -0.1033010177010  -0.1559085949193   0.1757108083601   0.1438439304638  -0.1001708466321   0.1002145004724   0.2022170676824
  0.0689155750733   0.2830633219329   0.0009998440570  -0.0004944348865   0.0036844392183   0.7586660075724   0.3011518416311   0.0031677469712  -0.1157103404441   0.1366141248226
 -0.0632214645200   0.0002191813323  -0.0007708603149   0.0005014783956  -0.0143363611870  -0.0648321566780  -0.1342541295449   0.0165163356989   0.0650263918312   0.0411591040044
 -0.1421637715490   0.0100672285377   0.0090408526025   0.0002256571424   0.0002247977258  -0.0002921110597  -0.0232684652101   0.0533593647475  -0.0442603894366  -0.2589935670300
 -0.0112594686200  -0.2257919403731   0.0639044966175   0.0248971130436  -0.0194239815064  -0.0868397417218  -0.0315076291114   0.0359830236334   0.4101853381012  -0.0724277299920
  0.1730972738162   0.5302499905062   0.1967880720560   0.3926961897454   0.0013249633783  -0.0005325121080  -0.0005628612478  -0.3313463017850  -0.1541972593039   0.0223156620287
  0.1379604682122  -0.0721421639455  -0.0114199268324   0.0006299858857   0.0003869695958   0.0008375740298   0.0079216727346   0.0783688641978   0.0776811589705   0.0575697005367
 -0.0826650397414   0.0060819754472   0.0372766014755  -0.0376455483452  -0.0180506717116   0.0008652705854  -0.0005328551159   0.0010383752681  -0.0107741695064   0.0269159306458
 -0.0126171696195  -0.2050353978496  -0.1806969588603   0.1952327426888   0.0870017629564  -0.0107180377111   0.0314276912239   0.0011935686290  -0.0336395824160   0.0322064254329
  0.1046265664101   0.5671777961926  -0.1687186770693   0.4779585033188  -0.0085927206875  -0.5223403751102   0.0001187111022  -0.0005153271657  -0.0013206293698   0.1002960880141
  0.0350001467156   0.0162627881680  -0.0060122822355   0.0193886538800  -0.0064000493337   0.0014968104207  -0.0002609786587  -0.0011936791618  -0.0017933919606   0.0020192289962
 -0.0113443872959   0.0095079086218  -0.0127554992123   0.0009269360582  -0.0129154962640  -0.0111712156648  -0.0141601321074   0.0006001745950   0.0004280561640  -0.0004000776809
  0.0000666823616  -0.0000921831972  -0.0000124152032   0.0004804858308   0.0000854846834   0.0002057215611  -0.0002504363204   0.0001415178770  -0.0001315453153  -0.0012004075805
 -0.0001408624585  -0.0000120034582  -0.0001683696461   0.0003641399809  -0.0001614969472  -0.0001468118912  -0.0001511347842  -0.0004034244753   0.6566829250378   0.2075439433297
 -0.1735942635385   0.0007380379190   0.0003546235262  -0.0000511044870   0.0006437549317  -0.0002181281746  -0.0000372525748  -0.0335725830648   0.0105608839275  -0.0580953186302
 -0.0000958553242   0.0002117730264   0.0001582480968   0.0001228354190  -0.0001485151850  -0.0000334881206   0.0000891158371  -0.0003376374060  -0.0002493230567  -0.6275956512488
 -0.2166328842173   0.2239074985093  -0.0380703220295   0.0112617976768   0.0049833800152  -0.1149411906578  -0.0751639846584   0.0262886910903   0.0787437655155  -0.0065946759988
  0.0290913117711   0.3024207034151   0.0775580711791  -0.0612721017929   0.0077342617786  -0.0343006041167   0.0185248037340   0.0492679446709   0.0098364167401   0.0544919371655
 -0.0011047285369   0.0014808204100  -0.0020334600168  -0.0751655435405  -0.0245744916246   0.0135920355079   0.0716969069344  -0.0867618378389   0.0216068238455  -0.0007246641806
 -0.0007004482807   0.0014706201889   0.0248420809902  -0.0616121315091  -0.0537299397771  -0.4297956314339   0.5255140358129  -0.2206943306127  -0.4698185763816   0.0227146880163
  0.3251066589551   0.0009917556178  -0.0010616045144   0.0058494045385  -0.0752167974034   0.0129122138167   0.0039370357902  -0.1573969166558  -0.0988960547481   0.0241250647290
  0.1436037653835  -0.0167113437302   0.0554791964359   0.6524634892767   0.1122069806422   0.0321947103519  -0.0024474801282  -0.0702493547889   0.0229258618169   0.0488852803489
  0.0156100776351   0.0933509136289  -0.0002318200861   0.0009130233467  -0.0017721964835  -0.0863608051380  -0.0388835505899   0.0455840426665  -0.4845501232414   0.2715472240629
  0.0836552717005   0.0005566883436  -0.0006541926413   0.0002100850840  -0.0152799849082  -0.2188962719852  -0.1557939283276   0.0531629686455  -0.1222054076513   0.0596093638428
  0.1704664525389   0.0695989545092  -0.1570803369936  -0.0010164669708  -0.0003030045884   0.0020810044684  -0.2242151508923   0.0870715392266   0.1047173062308   0.1510114714694
 -0.0182084803068  -0.2052663387452   0.8258058975196  -0.0840544697576   0.3114365447192  -0.1328300656539  -0.0396386814607   0.0241392845388  -0.1719368210757  -0.0035034254383
 -0.1425748777452  -0.0258074126182  -0.0122681563585   0.0103907152288  -0.0005030363289   0.0002968699741  -0.0023917007105  -0.0459952649123  -0.0318106455155  -0.0137971693133
  0.0504292412757  -0.0305280638568  -0.0181934958295   0.0006255969936  -0.0003955445334   0.0010934903756   0.0093883390566   0.0288522805857   0.0206664071921   0.0188684227508
 -0.0124019446574   0.0088410440702   0.0095749406159  -0.0091450546967   0.0002556479958   0.0021114475973  -0.0008596483651   0.0049481795702   0.0002694744240   0.0000449737292
 -0.0000693868141   0.0001768106419  -0.0002882822934  -0.0003938895431  -0.0008004890011   0.0003963191787   0.0022566299573   0.0000337194867  -0.0004324054536  -0.0002144433933
 -0.0005533572344  -0.0006428098510   0.0018207018916  -0.0002835401138   0.0009592640104   0.0000243558517  -0.3334365717081  -0.1049264109423   0.0878443657426   0.0002025671301
 -0.0003848026457  -0.0011619720863   0.0009103305847  -0.0002981136743  -0.0009178481239   0.7762836920526   0.2564610531195  -0.2414354371723  -0.0004061601818   0.0007139006452
  0.0002795921594  -0.0023824254067  -0.0000469641687   0.0024458030814  -0.0006922520168   0.0016113141752  -0.0007887347398  -0.3388679090870  -0.1176324516455   0.1213028586759
 -0.0077663330761   0.0100242760718   0.0480315342241   0.0739041875740  -0.2446858946349  -0.0271042289170   0.0617812481052  -0.0766676918939  -0.1905456674244  -0.0033889181242
 -0.0114820081370  -0.0069339524388  -0.0962067876147   0.0718397321292   0.2530973332514  -0.1866306065429   0.8630212064661  -0.1598250839317   0.0001536536325   0.0001824051696
 -0.0000575375750   0.0145257930812  -0.0173074482065   0.0242867943457  -0.0027475353819   0.0047045591176  -0.0043196029781  -0.0008659990431  -0.0001224343684   0.0001323306943
  0.0006449499940   0.0007383202854  -0.0000633604825  -0.0039385020928  -0.0007767389119   0.0033290333584   0.0069480206366  -0.0156573341450   0.0119883654831   0.0000828044054
  0.0001094718281  -0.0003162243111  -0.0059882996872   0.0057362241584   0.0137050015121   0.0042660643425   0.0003089222560  -0.0013833467517   0.0190813126891  -0.0245314820116
 -0.0643017798865  -0.0088893987363  -0.0023356037058  -0.0058819332763  -0.0051983241079   0.0052716481856   0.0103444344545   0.0003191806399   0.0011962465537  -0.0017006368168
  0.0004440455722   0.0000544486073   0.0002306680381   0.0041719799917  -0.0209109845566   0.0359511669643   0.0555670276843  -0.2020615120267   0.1769914399666  -0.0006144490149
 -0.0003726112349   0.0001940454945   0.0016291127118  -0.0027868672506   0.0061695563883   0.1529661737614   0.0304767079779  -0.1205320394170  -0.3306091397387   0.7016645028086
 -0.5261247526782   0.0002827057538   0.0001707625666  -0.0000796150901   0.0773798928156  -0.0793991386861  -0.1843467532781  -0.0057358346120  -0.0594952130162  -0.0298411581870
 -0.2382300135094   0.3346637464393   0.8525508855763  -0.0060158694360  -0.0083775599041   0.0037202254031   0.0033274044637  -0.0034869970014   0.0155480840234  -0.0411874810125
  0.2124613065639  -0.0341676207643   0.0007824815441   0.0003465978319  -0.0005782841909  -0.0040011112679   0.0026261727682  -0.0047588000155   0.0023634898260  -0.0149509632328
  0.0132396989939  -0.0018943632825  -0.0007950293663   0.0008030888608   0.0016808649043   0.0005697083983   0.0001025011779   0.0200135435432   0.0060534117655  -0.0164908445274
 -0.0233407811722   0.0479242527667  -0.0355687474074   0.0010686543782   0.0002781280224   0.0002394836044  -0.0091160212625  -0.0040465565282  -0.0242733445961   0.0686515476743
 -0.0255050546403  -0.2046626073503  -0.0054398973437   0.0148784029423   0.0428538887658   0.0273848597241  -0.0038290815204   0.0016846290497  -0.3223156598444   0.3446399562050
  0.7942860669941   0.0702983361938  -0.2815874624149   0.0248368735906   0.0005595195572   0.0000980951307  -0.0000910058965  -0.0294836524575   0.0438286501149  -0.0687748459997
  0.0080537184483   0.0033798299677  -0.0067696902101  -0.0012162385850  -0.0002834237925   0.0005419789640   0.0009812696909  -0.0016899872864  -0.0010952611733  -0.0387663187796
 -0.0153291862576   0.0366770669465  -0.0015204651876   0.0060534717304  -0.0054401856943   0.0005722914313   0.0001394218696  -0.0002025581462  -0.0006032151906   0.0009043560607
  0.0013936853361   0.0077921840615  -0.0000653619638  -0.0141908733340   0.0022658037294  -0.0035869984289  -0.0080801176651  -0.0257032556630   0.0076454585814   0.0003784669240
 -0.0188705002802   0.0211814332828   0.0475436728198   0.0048493635102  -0.0204135064702   0.0023320093939  -0.0018165778967  -0.0000145589695   0.0005007624656   0.0086446178471
 -0.0173924533408   0.0245642985789  -0.1677067005798  -0.0432761135432   0.1247215833914   0.0025615193550   0.0010789611047  -0.0005579492150  -0.0134492477558   0.0111075418757
  0.0112083376258   0.6465082821478   0.2621076552234  -0.6415761528510   0.0573225852614  -0.1673768064476   0.1372856987129  -0.0013976066874  -0.0007077103861   0.0012011990583
  0.0011388618366  -0.0003454749138  -0.0060118289469   0.0118347085389   0.0180670250461  -0.0295121650292  -0.0015737807251   0.0071108722235   0.0200877181206  -0.0655821862407
  0.1339692787760  -0.1935977930197  -0.0264094206434   0.0241381434086   0.0568726044343   0.0060420624893  -0.0478672764250   0.0070781073324  -0.0001702988649  -0.0000207579646
 -0.0001342352993   0.2626843312970  -0.5179355745776   0.7687111301984  -0.0042596412355   0.0116743192127  -0.0200141566834   0.0004547650262   0.0000479966372   0.0000519298236
 -0.0072686952633  -0.0000942529608  -0.0079797201588  -0.0311658690590  -0.0112046261193   0.0287019525125   0.0151494361089  -0.0178494812458   0.0151408311476  -0.0002386625989
  0.0000339790808  -0.0003032045552  -0.2317527412683   0.1737450174243   0.4075698400866  -0.0137900477747   0.0321458215661   0.1116903141477  -0.1180595631698   0.0549078464808
  0.0727041546728  -0.1093195913428   0.0199043491388  -0.0570767490742   0.0581096130919  -0.0023730214159   0.0631674039750  -0.0104511273207   0.0027994265911  -0.0018881963157
  0.2557155422607  -0.1359341224737  -0.2260820506475  -0.0731838260775   0.0257989275981   0.0119599608581  -0.0804125745152  -0.0688062112874  -0.3772215068835   0.2627157843659
 -0.0802271594021   0.0064723854887   0.1349845032283  -0.0982321383762  -0.2257860986983  -0.0616242034937  -0.0165367230109  -0.1436225586772   0.0030125381494  -0.0376305363125
 -0.1474327427567   0.3713533260385  -0.0584968124651   0.2297386519013  -0.0287739027581   0.1084204278556  -0.3176113429287  -0.0462497170939  -0.0358936367025  -0.2511653614850
 -0.0032509474246   0.0563682175910  -0.0903244001588  -0.0162426421634   0.0227991073455  -0.1319906740598  -0.0173256737711  -0.0404339425639  -0.0607901572873  -0.0203266669532
 -0.0172437022026  -0.1085482373275   0.0753616976415  -0.0742858761106   0.5724992728754   0.0040035855510   0.0370522636716  -0.0201907832682  -0.0295803277725  -0.0325656113632
 -0.1488555045934   0.0523982914366  -0.0779401639870   0.4304400651060  -0.0254398104637  -0.1164681661279  -0.0189757672059  -0.0015407223428   0.0122234142538  -0.0249638616078
 -0.0172136902667  -0.0335938000871  -0.0685111322654   0.0427392921895  -0.1190554563000   0.4194575306445  -0.1412249011814   0.2292153039506  -0.2369924139376  -0.2664775138952
  0.1500732702013  -0.0226889565595  -0.0060103026651   0.0255575992422  -0.0338352579221  -0.0809861706681  -0.0124184872551   0.0803287408911  -0.1066078550405   0.0762892672149
 -0.0335029864192  -0.1170744808549   0.0401576093601   0.0287718688662   0.4177448556513  -0.2403119407907   0.0431844578599   0.0318026429862  -0.0139005201235  -0.0033150858514
 -0.1620307635127  -0.1403094157031   0.3342497716022   0.2822099805976  -0.0732606080378  -0.1047189551987  -0.1596668758139  -0.0424705070589   0.1853974926160  -0.0018413104733
 -0.0784137525383   0.1192625099223  -0.1002496474874  -0.0375241075073   0.1327208095226   0.2148663320354   0.0746143822567  -0.2757095484561   0.1484612275460   0.2858496606032
  0.1778566963678   0.1285458770517   0.2476631129162   0.1542122148363   0.0372890867815   0.0717546324844   0.0446475534840   0.1285967133042   0.2476983485082   0.1543366760308
  0.0372095341000   0.0717337482020   0.0446651301872   0.0372375772419   0.0717428603594   0.0446697828266   0.1482903236635   0.2859071089767   0.1785286646552   0.0372725541453
  0.0717589612979   0.0447049463626   0.1285798659467   0.2477132912692   0.1544604395956   0.1284625517878   0.2476960875536   0.1545706175608   0.1483068437404   0.2858678949259
  0.1782550549684   0.0372657439391   0.0717668889319   0.0447666763354   0.0372329393373   0.0717541124297   0.0447481052455   0.1482300582217   0.2858475055651   0.1782705826703
 -0.0295440679999  -0.2078433499617   0.4036144765862  -0.0154767721406  -0.1547316507705   0.3374151075086  -0.0098632763556  -0.0576912976852   0.1026099506409  -0.0259555999781
 -0.1654690360637   0.3075690361333  -0.0019973285888  -0.0391302737465   0.0961903063555  -0.0027042067749  -0.0434829474670   0.1041362435972  -0.0475113026009  -0.1705943677007
  0.1996626570595  -0.0108700318866  -0.0537938038324   0.0862128730840  -0.0216024801650  -0.1542382482891   0.3013843653221  -0.0366593333218  -0.1457074365323   0.1927346953440
 -0.0222311910244  -0.1631950211618   0.3224582860861  -0.0090705825802  -0.0487289450169   0.0824969272117  -0.0032662771447  -0.0400099448613   0.0914216062691  -0.0358543488070
 -0.1631524775201   0.2452235016431   0.3981791860311  -0.1938322341042  -0.1236178325398   0.3086206009584  -0.1374885215948  -0.0599606542560   0.1120942547749  -0.0510638649612
 -0.0249707825916   0.3238155212507  -0.1322196475657  -0.0291083730352   0.0767621831803  -0.0373279303369  -0.0236952516436   0.0920150906372  -0.0381436870880  -0.0098772770022
  0.2750609957158  -0.1095599216964  -0.0168800138370   0.1011748351029  -0.0432058064955  -0.0144255309785   0.3199719692750  -0.1081682647695   0.0344075564255   0.2317719711469
 -0.1061956750000  -0.0532060519624   0.3188434425552  -0.1217131250077  -0.0047834666569   0.0996750235345  -0.0316804956039   0.0163722236479   0.0885729369251  -0.0269212922592
  0.0180179168727   0.2560111644161  -0.1332910707128  -0.1036759412477
#Warning: Hessian matrix is mass-weighted.
HESSIAN_MATRIX:MILLIDYNES/ANGSTROM/SQRT(MASS(I)*MASS(J))[00903]=
#  Lower half triangle only
  0.2852945141641  -0.0406332499882   0.0970365139472   0.0257579006453   0.0622654239818   0.2897671544726  -0.1589709819531   0.0144095999987  -0.0583301468383   0.5442269142709
  0.0246995184580  -0.0527686878616   0.0036258530554   0.0394265070928   0.5547775742494  -0.0474396959456  -0.0043299296681  -0.1050555566475  -0.0807416122080  -0.0217516403750
  0.5783481937325  -0.3181255413193   0.1519829465148   0.2816915819500   0.0411094779237  -0.0538275050115  -0.1337139681819   1.2524920089223   0.1251827817190  -0.1904478888374
 -0.2561106909321  -0.0270091522768  -0.0099979873718  -0.0244104629695  -0.3811150348482   0.7973403248635   0.1932473488303  -0.2305122086622  -0.6562319851801  -0.0473991797621
 -0.0477428159077  -0.1911381768857  -0.5473963355094   1.0993853596069   3.3135181432864  -0.0586901245031  -0.0195831266626  -0.0081614070644  -0.1749417573350  -0.0844096511069
  0.0835813043847  -0.0115624102447  -0.0133077503947  -0.0125430834702   0.7694232688155  -0.0193057371596   0.0007582483094  -0.0043890112310  -0.0828224078534  -0.1446426638511
  0.0597118925558  -0.0083544341933  -0.0045508922498  -0.0097462650294   0.0613255336835   0.4179273668759  -0.0154634221076  -0.0073310892786   0.0050934823821   0.0846387294833
  0.0620679568609  -0.1334931450779  -0.0137405926386  -0.0089439634622   0.0005854703348   0.0434752866228  -0.1815169475444   0.5105170890288   0.0272995481638  -0.0365274014938
 -0.0893156857763  -0.2732224339023   0.1228124723233   0.2622725454595  -0.0728011611222   0.0121380359606  -0.0297518335366  -0.0675101818739   0.0007705423862   0.1163374382046
  1.1299221252820  -0.0127378378250   0.0082071386959  -0.0152625312121   0.1157401591864  -0.2811811731343  -0.2727825184681   0.0100382350822   0.0070592026656  -0.0046482090488
 -0.0351569548930   0.0284806619184   0.0546805495352  -0.3905555343321   1.0838889029430  -0.0170822073465  -0.0400995075012  -0.1175431317941   0.2260239329475  -0.2545824009755
 -0.7109363436166  -0.0517744112249  -0.0015911989274  -0.0334650830574   0.0934780775603   0.0105574241895  -0.0816678950792  -1.0151866203553   1.0890192355625   3.2324793053784
 -0.0736322160980   0.0768259650393  -0.0638070469938  -0.1897055505561   0.1354841392063  -0.0171784747307  -0.0001649517890   0.0213111011605  -0.0011156787398   0.0037617866170
 -0.0982647922952   0.0335397376415   0.0206099515062   0.1624773572811   0.0393309618312   0.9604604643610   0.0406277591993  -0.0181500048049   0.0252300503730   0.1352262281394
 -0.8292315763277   0.0905755063625  -0.0018774680493   0.0166032633547   0.0214550689517  -0.0380471787508  -0.1163372681486   0.0444618294935   0.1079638551076  -0.2361042652135
 -0.0855270775963  -0.5903218619968   3.5619126096777  -0.0678123595954   0.0623277869184  -0.0365096146443  -0.0092013667807   0.0674361209071  -0.1828030614098  -0.0198854056148
  0.0318087589331  -0.0137216297866   0.0229029791877   0.0755523853967  -0.0060355802391   0.0930161608228  -0.2720048906009   0.0260039221471   0.1414506734850  -0.5141456247982
  0.7964916766375  -0.0000733495581  -0.0003709466528  -0.0001889230895   0.0001047560064  -0.0002441144467  -0.0000310323274  -0.0000396968732   0.0006468050907   0.0005009994212
  0.0000333695385   0.0002241348782   0.0002442424593  -0.0001712088268   0.0011286683551   0.0001624543578   0.0000270392102   0.0003644174046  -0.0000527452100   0.8165631096295
 -0.0001075593474  -0.0001536142729  -0.0001015220859   0.0000376090488  -0.0000561848968   0.0000836609298   0.0001111260404   0.0003718130552   0.0002682702505   0.0001817006575
  0.0002354555337   0.0001521375837   0.0000367150954   0.0002694610375  -0.0000726705880   0.0000120076798   0.0001297409224  -0.0001086919153   0.2494209558311   0.1077922581062
  0.0000009923477   0.0000849688532   0.0001172542278  -0.0000334974396   0.0000585074026   0.0000326361452   0.0000888685762  -0.0001348242949  -0.0002873055875  -0.0000198551796
 -0.0001190477516  -0.0000782615569   0.0000857814699  -0.0003822766625  -0.0001919221247  -0.0000474404619  -0.0000273523260   0.0000456044592  -0.2105964570231  -0.0666788159737
  0.0851379324548  -0.0016834785370  -0.0008449509619  -0.0020252264258   0.0120298665062  -0.0639755012784   0.0815847846146  -0.0103464557374  -0.0164684998522  -0.0016174498077
 -0.1913840913682   0.1294684459292  -0.1706299930145  -0.0094726427459  -0.0110150152314   0.0004837507988  -0.0235088749661  -0.0069861044472   0.0073324731311  -0.0004176736979
  0.0000194817608   0.0005145206852   1.0889185749759  -0.0021581501846  -0.0046158651976   0.0040428337312  -0.0353379207650  -0.0524231563847   0.0945331719373  -0.0170535627903
 -0.0107094276716  -0.0090454411909   0.1568736666007  -0.4106525419455   0.3930363492830  -0.0092698531815  -0.0069094121331   0.0048884850108  -0.0058296835159  -0.0061012715404
  0.0058048149272   0.0009092523804   0.0001809040323   0.0001366223536  -0.4126980546073   1.6442598513887  -0.0005002318380   0.0003894203016  -0.0038270476137   0.0334852927318
  0.0940574979502  -0.0737927201471  -0.0008455871377   0.0003604536437   0.0104632042657  -0.1718433988516   0.3718334183118  -0.6786013559008   0.0041644564583   0.0034124778221
 -0.0072055742376   0.0122653777390   0.0065997507717  -0.0081503927974   0.0002585143337   0.0002164266622  -0.0003123279783   0.8531758890943  -1.6868668524310   2.9532971719219
 -0.0023998878484  -0.0011334615598   0.0001265917738  -0.0446416980956   0.0019478669832   0.0093945425199   0.0000709706361   0.0003394876342   0.0020230683396  -0.2964686440847
  0.0378148598585  -0.0671667579611  -0.0031172093509  -0.0031240199173   0.0013569129425  -0.0003410882732  -0.0007400167874  -0.0020319463847   0.0001700445578   0.0000086559572
 -0.0000541670896  -0.0736140047038   0.0423452942841  -0.0378840671932   0.6376640565745  -0.0010055290353   0.0000509254184  -0.0006995819959  -0.0135887514177   0.0059966523127
  0.0046683403379  -0.0013371028707  -0.0014254374034   0.0006820456587   0.1224480027388  -0.0411776917117   0.0604534019325  -0.0025078309826  -0.0027113265440   0.0024648496645
 -0.0037651844238   0.0000319621768   0.0015105299749   0.0001269476532   0.0000641760080  -0.0001147863812   0.0674667370481  -0.0355976848567   0.0019747463197  -0.1563982548387
  0.5167083491854   0.0010334806318   0.0000781688079   0.0004232202943   0.0102558433888  -0.0077008013886  -0.0010033592576  -0.0009358353997  -0.0002699588837  -0.0013265479795
 -0.0087792386164   0.0267964732318  -0.0411794461796   0.0031117513563   0.0042046600056  -0.0021193626748   0.0005592113430  -0.0010093619586   0.0025490312861   0.0001111278218
  0.0001148662796  -0.0000078145981  -0.0888577959397   0.0593220624445  -0.0001464475239  -0.0605002134771  -0.1007546383766   0.4339270702921   0.0000950049735   0.0008214833975
  0.0003436166456  -0.0001933403065   0.0005252555087   0.0001181270197   0.0001354368800  -0.0014391374657  -0.0010679161618   0.0000026951298  -0.0004275260076  -0.0005730098923
  0.0003247978716  -0.0024958815095  -0.0004145280068  -0.0000587693817  -0.0006438482613   0.0002750024226  -0.8391896533522  -0.2455680611823   0.2043407294079   0.0011365182619
 -0.0024757922236  -0.0004879074108  -0.0004485820758  -0.0002577888012  -0.0001015443790   1.9059021176141   0.0003488536072   0.0004223261218   0.0003183326033  -0.0002113883150
  0.0001855169259  -0.0002805937942  -0.0003189095612  -0.0010377929503  -0.0007906137188  -0.0005979507704  -0.0007770651574  -0.0005297449715  -0.0001656878057  -0.0008424028427
  0.0004063074356  -0.0000021996458  -0.0002071955761   0.0003525882324  -0.2454745808999  -0.1346381988686   0.0640744667842  -0.0000172955656  -0.0007338037407  -0.0007311823588
 -0.0000723847249  -0.0001893503639  -0.0004956522745   0.5865064992265   0.3220725479918   0.0000064466775  -0.0001669487098  -0.0003434912079   0.0001260631287  -0.0001464291098
 -0.0000961014503  -0.0002803937736   0.0002227489181   0.0007670831174   0.0000260578191   0.0003208018694   0.0001568023735  -0.0002064434746   0.0009328465750   0.0005587929405
  0.0000792185167   0.0000895363406  -0.0000694847062   0.2024323795977   0.0634283296140  -0.1104785574662  -0.0006911520896  -0.0007798702152   0.0009576828520   0.0001367470316
  0.0003081520376  -0.0000009356949  -0.5504816549695  -0.1825990750349   0.3044616951489  -0.0027926481637  -0.0017952824843  -0.0005191319089  -0.0173710797374  -0.0244080363171
 -0.0107940964727  -0.0011517336948   0.0009476338711   0.0030480199425  -0.0745991915697  -0.0176054753734  -0.0317442310615   0.0033733195234   0.0031436229248  -0.0036625530811
 -0.0040734828201  -0.0002538077558   0.0019709626048   0.0006449542358  -0.0000669267007  -0.0001880035152  -0.0323656202086  -0.0322708351973  -0.0666682555457  -0.0461726904343
  0.0327371639745   0.0216425146478  -0.0016880835789   0.0000103459228   0.0004279577058   0.1409949313480  -0.0007552481161  -0.0002453931376  -0.0001163295103  -0.0127917648343
 -0.0139135269683  -0.0044038386882   0.0009484127595  -0.0000564279051   0.0012981359383  -0.0903951787928  -0.0767192143242  -0.0647331767605   0.0019236681473   0.0002953156898
 -0.0028529312672  -0.0018554244254  -0.0008269433971   0.0006857876900  -0.0006227169798  -0.0005117132331   0.0001798043254  -0.0018047721392   0.0283996927175   0.0128919065415
  0.1024789562075  -0.2000214721958  -0.0739671121233   0.0012778315226   0.0018229732310  -0.0004391244400  -0.0149146314149   0.2718807596692   0.0011206680209   0.0001537358487
  0.0011075398459  -0.0043929280124   0.0025302454845   0.0109782596101   0.0028042572150   0.0010930344439  -0.0008133437500  -0.0747130645098  -0.0303047190444  -0.1058866884431
 -0.0034501766508  -0.0034238820336  -0.0015554450397   0.0011046632183   0.0016587045959  -0.0033265570436  -0.0003518729026  -0.0001826717817   0.0002933003468  -0.0559657019359
 -0.0546399848790  -0.0877638125194   0.0694355837401  -0.1046589190012  -0.0920014520287   0.0006593720667   0.0007038064059  -0.0008777175244   0.0071350728421   0.1413880257819
  0.1953544317886  -0.0002845802051  -0.0000530277845   0.0005080038197  -0.0071607888949   0.0060132132978   0.0009229683612  -0.0006857015313  -0.0008301590996  -0.0004748011763
 -0.1733441847831  -0.0119834491842   0.0780895532760  -0.0030510346024  -0.0023521567312   0.0021999091879   0.0004372726060   0.0011871101323  -0.0011193895304  -0.0009998103832
 -0.0001897365899   0.0003282744726  -0.0105160982191  -0.0030742044125  -0.0080898617806  -0.4823247121301  -0.1915128186967   0.3386168315789   0.0023002320120   0.0010200759896
 -0.0006982293628  -0.0329964785146   0.0378486675463   0.0546512962185   2.3391433845566  -0.0002110064279  -0.0000425741923   0.0000643285147  -0.0012173041412   0.0004942954944
 -0.0007697984307  -0.0007606504781   0.0002845922112  -0.0000848981990  -0.0053993136832   0.0096616909793   0.0148355969509   0.0000646140424  -0.0009431041874   0.0001055967730
 -0.0003873672986   0.0006327563279   0.0004394543194  -0.0010965515220   0.0001014594452   0.0005368123395   0.0127362097151   0.0011204618060  -0.0041592255482  -0.2047222740194
 -0.2586277799772   0.2075489895672   0.0026972900043   0.0003659299324  -0.0013399675370   0.0774980209724  -0.0099651560640  -0.0810591546452   0.5343051504936   0.9773470270270
 -0.0018889759807  -0.0011782147950  -0.0012618126761  -0.0036386637830   0.0052826475188   0.0023134792261  -0.0001735554881   0.0024383772865   0.0041111482819   0.0105600897912
 -0.0157798383707   0.0276168202666  -0.0011087189031  -0.0023607523339  -0.0010438634991  -0.0001533256546   0.0026885954903  -0.0018337302583   0.0007105361737   0.0001848898938
 -0.0003972718017  -0.0033424310484  -0.0057673848724   0.0121640012270   0.3262086306931   0.2097486443134  -0.5255126850005  -0.0016508352801  -0.0006856080063   0.0008990171009
  0.0944384305659  -0.0412379102973  -0.0813253556412  -1.6439250438962  -0.6886850294596   2.1901217500964   0.0005313930171  -0.0001934970984   0.0014467145332  -0.0007086497630
  0.0006051065093  -0.0038268913997   0.0007698420657   0.0001833054624  -0.0018171261864  -0.0571247288604   0.0794255190803  -0.0653584789003  -0.0009864815176   0.0019281644766
  0.0000110741430  -0.0051713988305  -0.0040086989757   0.0008849165139  -0.0001704255017  -0.0000278890055  -0.0000680700803  -0.0264122046275   0.0201512363944   0.0152080186317
 -0.2708392416903   0.1694149314163  -0.1393571848538   0.0003193923188   0.0002698865292   0.0000879665556  -0.0061568424784   0.0267013945211   0.0009521087163   0.0943921618229
 -0.1251470530061   0.1305786567442   1.0942189039039  -0.0012332343528  -0.0015460042679  -0.0001706954583   0.0028399639443   0.0017198297952   0.0003264509106   0.0013874902127
  0.0041374771701   0.0014788339301   0.0304938623379  -0.0046388768534  -0.0065671998528   0.0000014800817   0.0003675672192  -0.0023468474574  -0.0016199983292   0.0027500623125
 -0.0015070062434   0.0003070100734   0.0001822398950  -0.0000072776794  -0.0131381368222   0.0055720517095   0.0127510212182   0.1645881718271  -0.5670818225488   0.3066873999243
 -0.0007289970373  -0.0004802992272  -0.0000494392460   0.0485398477327  -0.0964633517688   0.0292382268124   0.0017979272403  -0.0815551566657   0.1731419318700  -0.8597179792698
  2.4268592417891   0.0007430687166   0.0005797869844  -0.0002242428476   0.0015040027011  -0.0016118344145  -0.0006836351155  -0.0013137474539  -0.0007765587811  -0.0001679151770
 -0.0209028186327   0.0336063388855  -0.0204218261789   0.0011605626930  -0.0005509484202   0.0014027605072  -0.0003687660386  -0.0010998962696   0.0026393857029  -0.0007180584742
 -0.0002434652800   0.0000855882567  -0.0104585418331   0.0051802471892   0.0021355263504  -0.1584361200387   0.3263092519852  -0.4605969030598   0.0015305733417   0.0009987356923
 -0.0002626591925   0.0165526821571  -0.0392862065771   0.0378764466263  -0.0097364563346   0.2510213789968  -0.1645375940407   0.5652885113249  -1.3368384135626   1.6713707170469
  0.0000148229111  -0.0003280840841  -0.0000980406079   0.0000232538996  -0.0002056104107  -0.0001244876451  -0.0000633394243   0.0005331630566   0.0003991949559  -0.0000969108088
  0.0000513625929   0.0001818294217  -0.0002006399477   0.0010619039437   0.0002238635249   0.0000531483863   0.0002257983990  -0.0000840051530  -0.0899261628567  -0.0366809146031
  0.0336233537419  -0.0005542011053   0.0010367455616   0.0001596437803   0.0001806252692   0.0000769212255   0.0000002433303  -0.8108935887632  -0.2625362055442   0.2743002040599
  0.0007243263056  -0.0002158699912  -0.0001823284722  -0.0008323205803  -0.0010047977053   0.0006341998843  -0.0000822459440   0.0002999298571  -0.0004360631174   0.7920425629130
 -0.0001765157503  -0.0002526382312  -0.0001819783444   0.0001388997977  -0.0000838768750   0.0000973532600   0.0001399063577   0.0005594249262   0.0004499230786   0.0002351974762
  0.0003339069417   0.0002482272904   0.0001126404572   0.0006005336580  -0.0001822248980  -0.0000068362486   0.0001295371938  -0.0001551877395  -0.0362952272467   0.0090065318527
  0.0110228150469  -0.0001579359371   0.0002773576641   0.0004033733088   0.0000932046269   0.0000757417258   0.0002103290998  -0.2634625304983  -0.1452565109251   0.0952021837106
  0.0002958797826  -0.0011416905926  -0.0003940033095  -0.0005964409489  -0.0003955301971   0.0004058241961  -0.0001666504781   0.0002440284849  -0.0005072007675   0.2642705146377
  0.1176136943167  -0.0000289602189   0.0000219433294   0.0001743617739  -0.0000679309746   0.0000691501448   0.0000510919183   0.0001790722402   0.0000244776294  -0.0003129622904
  0.0000084930079  -0.0001405315797  -0.0000611828376   0.0001037871102  -0.0004055940517  -0.0003619054678  -0.0000062562237  -0.0000427043502  -0.0000135135835   0.0352168420322
  0.0116583554630   0.0104603773970  -0.0000228699016   0.0004557222083  -0.0004843669595  -0.0000588437441  -0.0001386116590   0.0000288334442   0.2725670718631   0.0944119638415
 -0.1528943096316  -0.0001484480418   0.0001287494317   0.0004353349630   0.0002231539501   0.0005116598984  -0.0003036233944   0.0000018417060   0.0000541498060   0.0000616613409
 -0.2712669741372  -0.0935828998032   0.1217931645919
NORMAL_MODE_SYMMETRY_LABELS[042]=
  1A      2A      3A      4A      5A      6A      7A      8A      9A     10A
 11A     12A     13A     14A     15A     16A     17A     18A     19A     20A
 21A     22A     23A     24A     25A     26A     27A     28A     29A     30A
 31A     32A     33A     34A     35A     36A     37A     38A     39A     40A
 41A     42A
VIB._T_DIP:ELECTRONS[042]=
   0.029175493102    0.118050377588    0.068910698771    0.074613270428    0.292503172126    0.294125511818    0.461816168616    0.185255522569    0.134251697554    1.940502354244
   1.857685897836    0.900969582714    0.837071901101    0.494106177343    0.125993950993    0.329453375970    1.004283601751    0.216074210326    0.193843075778    0.070281118688
   0.169242931816    0.358883264063    0.169054649655    0.122025876893    0.389377940516    0.209396109362    0.191844069072    0.731506363896    0.361465571762    7.386543193967
   0.410805748979    0.733693446770    1.017762629043    0.641121080042    0.549244800051    0.772142038348    0.225691470239    0.125323565797    0.170643945800    0.001678733110
   0.018012540692    0.051453499173
VIB._TRAVEL:ANGSTROMS[042]=
   0.030677694125    0.050882659242    0.101916264182    0.176069360435    0.083533061317    0.069565111946    0.089199121595    0.082656542994    0.089855913963    0.097138157603
   0.096907158173    0.084717453454    0.218613501986    0.109320163834    0.093116462431    0.141084416880    0.078550188553    0.107723611816    0.127618720433    0.155774314595
   0.097533979425    0.091671359612    0.151357635865    0.144990822689    0.159935589006    0.055801612375    0.145072834118    0.066341331712    0.137170155540    0.047382013375
   0.135956829204    0.133001644129    0.137983701846    0.138643412469    0.139055422641    0.132920026949    0.460313759466    0.878133683469    0.678470197470    0.554339125218
   0.536200181975    0.662029311244
VIB._RED_MASS:AMU[042]=
   2.383971457472    2.075675143864    5.047031645070    7.884808665987    4.002514160119    1.871848888289    2.234284056743    1.509671817870    3.346985984781    6.932785345466
   6.894684058237    3.127027455603    0.884965085073    0.907123080849    1.457570955625    0.397771604382    4.037187109684    0.884900722963    0.786749732640    0.437639444534
   0.910523623685    0.977378396057    0.542738025188    0.465443000800    0.537901116702    7.927708758929    0.500233394527    3.618144107175    0.757075355446    6.941496785358
   0.714304038451    0.847309542437    0.845272526547    0.768468701862    0.840785684545    0.911224653773    2.352210051902    3.153940939367    1.983163379824    1.672243126985
   1.777816221386    1.761833175998
VIB._EFF_MASS:AMU[042]=
9659.310967846564  408.441414119907   66.738142957614   21.085280453103   53.621214505813   63.801352957924   22.916022426419   25.465961432548   19.280722780635   13.052913090325
  13.059318740715   12.849858509788    1.776954275128    6.580401482483    8.746585174987    3.672952271839   11.251692508443    5.637559875688    3.826494019481    2.480041226434
   6.029656202318    6.701441265395    2.340544371708    2.472782710231    1.989800012623   15.979880879293    2.317841128951   10.929855872678    2.422306495509   13.043890370842
   1.405749860089    1.452905853287    1.343333126661    1.288280575580    1.275387203339    1.360097956509    0.057335231796    0.011424968930    0.016493574969    0.062462138127
   0.030785976075    0.017108404324
THERMODYNAMIC_PROPERTIES_TEMPS:K[000]=

ENTHALPY_TOT:CAL/MOL[000]=

HEAT_CAPACITY_TOT:CAL/K/MOL[000]=

ENTROPY_TOT:CAL/K/MOL[000]=

H_O_F(T):KCAL/MOL[000]=

ATOM_X_FORCE:ANGSTROMS[042]=
   4.8790953800000    6.8880495400000    3.5648869000000
   3.7138746600000    6.9103490400000    2.6514257900000
   4.5022436300000    7.2699278600000    4.4734766200000
   2.6452997300000    6.1107610300000    3.3142558000000
   4.0984309700000    6.4873019700000    1.7158946600000
   3.4791670300000    7.9986289800000    2.4886888400000
   0.4511955600000    1.2331308600000    2.9221720800000
   2.9411642700000    5.5277664100000    4.1552267900000
   1.2211612100000    6.5282494100000    3.0699877400000
   1.5406063900000    1.5763933300000    2.6369151000000
   1.7241128600000    5.3133201900000    2.4142533200000
   0.5226132100000    6.1341378500000    3.8105266900000
   0.8354992600000    7.3426486200000    2.4263760900000
   2.5887558500000    1.9395349200000    2.2598835900000
INT_FORCE_CONSTS:MILLIDYNES/ANGSTROM[042]=
   4.5645410755178    1.5525260099547    4.6361005960934
   6.5367094459118    6.6634334816827    6.9465401321844
   1.2623867028731    0.8036393179373    3.3396949553495
   9.2415428514939    5.0197256317006    6.1318207362547
   1.1388485164591    1.0924516314034    3.2580158956954
   0.9680480988609    3.5900517394294    0.8027839582553
  13.0645198169575    1.7246114563581    1.3621558320583
   1.0975210281258    1.6572495135095    2.9766282362749
   7.6589829924599    6.2061840168736    5.2118980242193
  22.8917903613950    3.8684133784471    3.6568894084637
   2.2558343072440    4.3499290506484    3.1255536857275
   2.3576226148127    0.9850680740654    2.2074237046969
   1.1028632320838    2.4460314435182    1.6845745401977
  12.6722057395917    1.8817485430483    1.9486175511940
CPU_TIME:SECONDS[1]=        0.38
END OF MOPAC FILE
*******************************************************************************






Output text



<comment class="example.output" id="vibrations">
        <module cmlx:templateRef="vibrations">
           <array dataType="xsd:double" dictRef="cc:frequency" size="42">7.42 63.77 97.27 103.16 180.22 218.40 369.82 387.56 433.15 547.48 549.82 731.16 794.01 857.44 889.13 922.32 971.28 1030.73 1082.00 1120.48 1175.58 1197.35 1257.57 1297.15 1324.82 1355.16 1382.29 1401.76 1479.48 2302.62 2595.05 2623.64 2636.44 2723.00 2734.25 2806.12 5550.44 7653.86 -8881.37 3513.08 7618.15 -8992.75</array>
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        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*VIB._FREQ:CM\(\-1\).*" endPattern="\s*[a-zA-Z\#].*" endOffset="0">    <record />    <record repeat="*" makeArray="true">{1_10F,cc:frequency}</record>
        </template>  <template pattern="\s*NORMAL_MODES.*=" endPattern="\s*[a-zA-Z\#].*" endOffset="0">    <record />    <record repeat="*" makeArray="true">{1_10F,cc:displacement}</record>
        </template>  <template pattern="\s*VIB._T_DIP:ELECTRONS.*" endPattern="\s*[a-zA-Z\#].*" endOffset="0">    <record />    <record repeat="*" makeArray="true">{1_10F,mp:transitiondipole}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:module" />
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header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	MOPAC log



	id

	header



	name

	MOPAC header



	pattern

	\s?\*+\s?$\s?\*+\s?Site#.*



	endPattern

	\s*



	endOffset

	0



	repeat

	*



	xml:base

	header.xml







Input



*******************************************************************************
** Site#: 24836        For non-commercial use only     Version 16.093L 64BITS**
*******************************************************************************
** Cite this program as: MOPAC2016, Version: 16.093L, James J. P. Stewart,   **
** Stewart Computational Chemistry, web: HTTP://OpenMOPAC.net. Days left:  87**
*******************************************************************************
**                                                                           **
**                                MOPAC2016                                  **
**                                                                           **
*******************************************************************************






Output text



<comment class="example.output" id="header">
        <module cmlx:templateRef="header">
          <scalar dataType="xsd:string" dictRef="cc:programSubversion">16.093L 64BITS</scalar>
          <scalar dataType="xsd:string" dictRef="cc:programVersion">2016</scalar>
       </module>
    </comment>






Template definition



<templateList>  <template id="programLine1" pattern=".*Version.*" endPattern=".*">    <record>.*Version\s+{X,cc:programSubversion}\*\*</record>
        </template>  <template id="programLine2" pattern="\s?\*\*\s+MOPAC.*" endPattern=".*">    <record>\s?\*\*\s+MOPAC{X,cc:programVersion}\s*\*\*</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />








          

      

      

    

  

  
    

    Orca
    

    

   


  

    
      
          
            
  
Orca


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	cosmo

	cpcm

	geometry

	brokensym

	vibrations

	enthalpy

	gibbs

	innerenergy

	thermochemistry

	irspectrum

	enthalpy

	casscf

	nevpt2

	orbitalenergies

	mullikenpopulation
	atomiccharges

	atomicchargesspin





	loewdin
	loewdin

	loewdin





	mayer
	mayercharges

	bonds





	quasirestrictedmo

	electricproperties
	dipole

	quadrupole





	natural

	basis

	basisecp

	finalspenergy

	totalenergy

	extrapolate

	scfsettings

	spincontamination

	mp2

	ci
	coupledClusterEnergy

	rhfTriplesCorr

	triplesCorr





	nmr

	tddft
	excitedstates

	absorptionspec





	dftd3

	eprnmr

	optsetup

	header

	input
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cosmo


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	cosmo



	name

	Cosmo section



	pattern

	\s*-{10,}$\s*COSMO\sINITIALIZATION.*



	endPattern

	\s*-{10,}$\s*\w.*



	repeat

	*



	xml:base

	job/cosmo/cosmo.xml







Input



--------------------
COSMO INITIALIZATION
--------------------

Epsilon                                      ...   80.4000
Refractive Index                             ...    1.3300
Potential Evaluation                         ...  ANALYTIC
Technical COSMO parameters:
  rsolv                                      ...    1.3000
  routf                                      ...    0.8500
  disex                                      ...   10.0000
  nppa                                       ... 1082
  nspa                                       ...   92
Radii:
 Radius for O  used is    3.2503 Bohr (=   1.7200 Ang.)
 Radius for C  used is    3.7795 Bohr (=   2.0000 Ang.)
 Radius for H  used is    2.4566 Bohr (=   1.3000 Ang.)
Initializing COSMO package            ... done
Setting COSMO radii                   ... done
Setting atoms and making cavity       ...  USING 1082 GRID
done
Cholesky decomposition of A           ... done
--------------






Output text



<comment class="example.output" id="cosmo">
        <module cmlx:templateRef="cosmo" dictRef="cc:userDefinedModule">
           <list cmlx:templateRef="technical">
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">rsolv</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">1.3000</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">routf</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">0.8500</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">disex</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">10.0000</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">nppa</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">1082</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">nspa</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">92</scalar>
              </list>
           </list>
           <list cmlx:templateRef="radii">
              <array dataType="xsd:string" dictRef="cc:elementType" size="3">O C H</array>
              <array dataType="xsd:double" dictRef="o:radius" size="3" units="nonsi:angstrom">1.7200 2.0000 1.3000</array>
           </list>
           <list cmlx:templateRef="parameters" dictRef="parameters">
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">Epsilon</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">80.4000</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">Refractive Index</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">1.3300</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">Potential Evaluation</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">ANALYTIC</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">Initializing COSMO package</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">done</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">Setting COSMO radii</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">done</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">Setting atoms and making cavity</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">USING 1082 GRID</scalar>
              </list>
              <list>
                 <scalar dataType="xsd:string" dictRef="cc:parameter">Cholesky decomposition of A</scalar>
                 <scalar dataType="xsd:string" dictRef="cc:value">done</scalar>
              </list>
           </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Technical\sCOSMO\sparameters.*" endPattern="\s*Radii.*" endPattern2="\w.*" endPattern3="~" repeat="*">    <record />    <record id="technical" repeat="*">{X,cc:parameter}\.\.\.{X,cc:value}</record>
        </template>  <template pattern="\s*Radii:\s*" endPattern="\s*(?!.*Radius).+" endPattern2="~" repeat="*">    <record />    <record id="radii" repeat="*" makeArray="true">\s*Radius\sfor{A,cc:elementType}used\sis.*\(={F,o:radius}.*</record>
        </template>  <template id="parameter" pattern=".*\.\.\..*" endPattern=".*" endPattern2="~" repeat="*">    <record>{X,cc:parameter}\.\.\.{X,cc:value}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:module[@cmlx:templateRef='parameter']/cml:list/cml:list" to="." />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='radii']" />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='technical']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='o:radius']" value="nonsi:angstrom" />
<transform process="addChild" elementName="cml:list" xpath="." dictRef="parameters" />
<transform process="addAttribute" xpath=".//cml:list[@dictRef='parameters']" name="cmlx:templateRef" value="parameters" />
<transform process="move" xpath="./cml:list[not(@cmlx:templateRef)]" to="./cml:list[@cmlx:templateRef='parameters']" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	cpcm



	name

	CPCM section



	pattern

	\s*-{10,}$\s*CPCM\sSOLVATION\sMODEL.*



	endPattern

	\s*Overall\stime\sfor\sCPCM\sinitialization.*



	repeat

	*



	endOffset

	1



	xml:base

	job/cpcm/cpcm.xml







Input



------------------------------------------------------------------------------
                           CPCM SOLVATION MODEL
------------------------------------------------------------------------------


CPCM parameters:
  Epsilon                                         ...      80.4000
  Refrac                                          ...       1.3300
  Rsolv                                           ...       1.3000
  Surface type                                    ...    GEPOL SES
  Epsilon function type                           ...         CPCM
Radii:
 Radius for O  used is    3.2503 Bohr (=   1.7200 Ang.)
 Radius for C  used is    3.7795 Bohr (=   2.0000 Ang.)
 Radius for H  used is    2.4566 Bohr (=   1.3000 Ang.)

Calculating surface                               ...        done! (  0.0s)
GEPOL surface points                              ...          281
GEPOL Volume                                      ...     538.7664
GEPOL Surface-area                                ...     353.6151
Calculating surface distance matrix               ...        done! (  0.0s)
Performing Cholesky decomposition & store         ...        done! (  0.0s)
Overall time for CPCM initialization              ...                 0.0s






Output text



<comment class="example.output" id="cpcm">
      <module dictRef="cc:userDefinedModule" id="otherComponents">
          <list cmlx:templateRef="technical">
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Epsilon</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">80.4000</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Refrac</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">1.3300</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Rsolv</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">1.3000</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Surface type</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">GEPOL SES</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Epsilon function type</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">CPCM</scalar>
             </list>
          </list>
          <list cmlx:templateRef="radii">
             <array dataType="xsd:string" dictRef="cc:elementType" size="3">O C H</array>
             <array dataType="xsd:double" dictRef="o:radius" size="3" units="nonsi:angstrom">1.7200 2.0000 1.3000</array>
          </list>
          <list cmlx:templateRef="parameters" dictRef="parameters">
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Calculating surface</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">done! (  0.0s)</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">GEPOL surface points</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">281</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">GEPOL Volume</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">538.7664</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">GEPOL Surface-area</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">353.6151</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Calculating surface distance matrix</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">done! (  0.0s)</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Performing Cholesky decomposition & store</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">done! (  0.0s)</scalar>
             </list>
             <list>
                <scalar dataType="xsd:string" dictRef="cc:parameter">Overall time for CPCM initialization</scalar>
                <scalar dataType="xsd:string" dictRef="cc:value">0.0s</scalar>
             </list>
          </list>
       </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*CPCM\sparameters.*" endPattern="\s*Radii.*" endPattern2="\w.*" endPattern3="~" repeat="*">    <record />    <record id="technical" repeat="*">{X,cc:parameter}\.\.\.{X,cc:value}</record>
        </template>  <template pattern="\s*Radii:\s*" endPattern="\s*(?!.*Radius).+" endPattern2="~" repeat="*">    <record />    <record id="radii" repeat="*" makeArray="true">\s*Radius\sfor{A,cc:elementType}used\sis.*\(={F,o:radius}.*</record>
        </template>  <template id="parameter" pattern=".*\.\.\..*" endPattern=".*" endPattern2="~" repeat="*">    <record>{X,cc:parameter}\.\.\.{X,cc:value}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:module[@cmlx:templateRef='parameter']/cml:list/cml:list" to="." />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='radii']" />
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='technical']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='o:radius']" value="nonsi:angstrom" />
<transform process="addChild" elementName="cml:list" xpath="." dictRef="parameters" />
<transform process="addAttribute" xpath=".//cml:list[@dictRef='parameters']" name="cmlx:templateRef" value="parameters" />
<transform process="move" xpath="./cml:list[not(@cmlx:templateRef)]" to="./cml:list[@cmlx:templateRef='parameters']" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	geometry



	name

	Atomic coordinates (in angstroms)



	pattern

	\s*CARTESIAN\sCOORDINATES\s\(ANGSTROEM\)



	endPattern

	\s*



	repeat

	*



	xml:base

	job/atomiccoordinates.xml







Input



---------------------------------
CARTESIAN COORDINATES (ANGSTROEM)
---------------------------------
  Cu     0.000000    0.000000    2.596298
  Cu     0.000000    0.000000   -2.596298
  N      1.403778    0.000000    1.157614
  N     -1.403778    0.000000    1.157614
  N      1.403778    0.000000   -1.157614
  N     -1.403778    0.000000   -1.157614
  N      1.403754    0.000000    0.000000
  N     -1.403754    0.000000    0.000000
  N      1.433693    0.000000    4.064581
  N     -1.433693    0.000000    4.064581
  N      1.433693    0.000000   -4.064581
  N     -1.433693    0.000000   -4.064581
  N      0.000000   -2.243659    2.539065
  N      0.000000    2.243659   -2.539065
  H      1.990565    0.709744    3.993129
  H     -1.990565    0.709744    3.993129
  H      1.990565   -0.709744   -3.993129
  H     -1.990565   -0.709744   -3.993129
  H      1.014016    0.000000    4.916817
  H     -1.014016    0.000000    4.916817
  H      1.014016    0.000000   -4.916817
  H     -1.014016    0.000000   -4.916817
  H      1.959943   -0.841008    3.963249
  H     -1.959943   -0.841008    3.963249
  H      1.959943    0.841008   -3.963249
  H     -1.959943    0.841008   -3.963249
  H      0.000000   -2.583062    3.426368
  H      0.000000    2.583062   -3.426368
  H      0.775671   -2.548803    2.083302
  H     -0.775671   -2.548803    2.083302
  H      0.775671    2.548803   -2.083302
  H     -0.775671    2.548803   -2.083302






Input



.. warning::






Current template has input comments defined but it’s output is missing, please notify software developers.





Template definition



<record repeat="2" />
<record name="molecule" repeat="*" makeArray="true">{A,cc:elementType}{F,cc:x3}{F,cc:y3}{F,cc:z3}.*</record>
<transform id="molecule" process="createMolecule" xpath=".//cml:list/cml:array" from="." />
<transform process="delete" xpath=".//cml:scalar[@dictRef='cc:atomicNumber']" />
<transform process="pullup" xpath=".//cml:molecule" />
<transform process="delete" xpath=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	brokensym



	name

	Broken symmetry magnetic coupling analysis



	pattern

	\s*-+\s*$\s*BROKEN\sSYMMETRY\sMAGNETIC\sCOUPLING\sANALYSIS.*$\s*-+\s*



	endPattern

	\s*J\(1\):.*



	endPattern2

	~



	endOffset

	0



	repeat

	*



	xml:base

	job/brokensym.xml







Input



------------------------------------------
BROKEN SYMMETRY MAGNETIC COUPLING ANALYSIS
------------------------------------------

S(High-Spin)      =   1.0
<S**2>(High-Spin) =   2.0054
<S**2>(BrokenSym) =   0.9478
E(High-Spin)      = -3947.379193 Eh
E(BrokenSym)      = -3947.384041 Eh
E(High-Spin)-E(BrokenSym)= 0.1319 eV   1063.881 cm**-1 (ANTIFERROMAGNETIC coupling)

          ---------------------------------------------------------
          | Spin-Hamiltonian Analysis based on H(HDvV)= -2J*SA*SB |
    -------                                                       -----------
    | J(1) =   -1063.88 cm**-1    (from -(E[HS]-E[BS])/Smax**2)             |
    | J(2) =    -531.94 cm**-1    (from -(E[HS]-E[BS])/(Smax*(Smax+1))      |
    | J(3) =   -1005.96 cm**-1    (from -(E[HS]-E[BS])/(<S**2>HS-<S**2>BS)) |
    -------------------------------------------------------------------------

  J(1): (a) A.P. Ginsberg J. Am. Chem. Soc. 102 (1980), 111
        (b) L. Noodleman J. Chem. Phys. 74 (1981), 5737
        (c) L. Noodleman E.R. Davidson Chem. Phys. 109 (1985), 131
  J(2)  (d) A. Bencini D. Gatteschi J. Am. Chem. Soc. 108 (1980), 5763
  J(3)  (e) K. Yamaguchi Y. Takahara T. Fueno in: V.H. Smith (Ed.)
            Applied Quantum Chemistry. Reidel, Dordrecht (1986), pp 155
        (f) T.Soda et al. Chem. Phys. Lett., 319, (2000), 223






Output text



<comment class="example.output" id="brokensym">
      <module cmlx:templateRef="brokensym">
         <list cmlx:templateRef="spinHamiltonianAnalyis">
            <array dataType="xsd:integer" dictRef="o:jindex" size="3">1 2 3</array>
            <array dataType="xsd:double" dictRef="cc:value" size="3" units="nonsi:cm-1">-1063.88 -531.94 -1005.96</array>
         </list>
         <scalar dataType="xsd:double" dictRef="o:sHighSpin">1.0</scalar>
         <scalar dataType="xsd:double" dictRef="o:s2HighSpin">2.0054</scalar>
         <scalar dataType="xsd:double" dictRef="o:s2BrokenSym">0.9478</scalar>
         <scalar dataType="xsd:double" dictRef="o:eHighSpin" units="nonsi:hartree">-3947.379193</scalar>
         <scalar dataType="xsd:double" dictRef="o:eBrokenSym" units="nonsi:hartree">-3947.384041</scalar>
         <scalar dataType="xsd:double" dictRef="o:ediff" units="nonsi:cm-1">1063.881</scalar>
      </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*E\(High-Spin\)-E\(BrokenSym\).*" endPattern=".*" endPattern2="~">    <record>\s*E\(High-Spin\)-E\(BrokenSym\)\s*=.*eV{F,o:ediff}.*</record>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:ediff']" value="nonsi:cm-1" />
        </template>  <template pattern="\s*S\(High-Spin\).*" endPattern=".*" endPattern2="~">    <record>\s*S\(High-Spin\)\s*={F,o:sHighSpin}</record>
        </template>  <template pattern="\s*\u003CS\*\*2\u003E\(High-Spin\).*" endPattern=".*" endPattern2="~">    <record>\s*\u003CS\*\*2\u003E\(High-Spin\)\s*={F,o:s2HighSpin}</record>
        </template>  <template pattern="\s*\u003CS\*\*2\u003E\(BrokenSym\).*" endPattern=".*" endPattern2="~">    <record>\s*\u003CS\*\*2\u003E\(BrokenSym\)\s*={F,o:s2BrokenSym}</record>
        </template>  <template pattern="\s*E\(High-Spin\).*" endPattern=".*" endPattern2="~">    <record>\s*E\(High-Spin\)\s*={F,o:eHighSpin}.*</record>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:eHighSpin']" value="nonsi:hartree" />
        </template>  <template pattern="\s*E\(BrokenSym\).*" endPattern=".*" endPattern2="~">    <record>\s*E\(BrokenSym\)\s*={F,o:eBrokenSym}.*</record>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:eBrokenSym']" value="nonsi:hartree" />
        </template>  <template id="spinHamiltonianAnalyis" name="spinHamiltonianAnalyis" pattern="\s*\|\s*Spin-Hamiltonian\sAnalysis\sbased\son.*" endPattern="\s*\|\s*J.*$\s*-{10,}\s*" endOffset="2">    <record repeat="2" />    <record id="spinHamiltonianAnalyis" repeat="*" makeArray="true">\s*\|\s*J\({I,o:jindex}\)\s*={F,cc:value}cm\*\*-1.*</record>    <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='spinHamiltonianAnalyis']" repeat="1" />
        </template>
    </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:value']" value="nonsi:cm-1" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	vibrations



	name

	Vibrational frequencies



	pattern

	\s*\-+\s*$\s*VIBRATIONAL\sFREQUENCIES.*



	endPattern

	\s*\-+\s*$(?!(NORMAL|VIBRATIONAL)).*$\s*\-+\s*



	repeat

	*



	xml:base

	job/vibrations.xml







Input



-----------------------
VIBRATIONAL FREQUENCIES
-----------------------

   0:         0.00 cm**-1
   1:         0.00 cm**-1
   2:         0.00 cm**-1
   3:         0.00 cm**-1
   4:         0.00 cm**-1
   5:         0.00 cm**-1
   6:      -434.84 cm**-1 ***imaginary mode***
   7:      -419.45 cm**-1 ***imaginary mode***
   8:      -289.83 cm**-1 ***imaginary mode***
   9:      -272.32 cm**-1 ***imaginary mode***
  10:      -168.02 cm**-1 ***imaginary mode***
  11:      -122.97 cm**-1 ***imaginary mode***
  12:      -114.81 cm**-1 ***imaginary mode***
  13:      -110.33 cm**-1 ***imaginary mode***
  14:       -68.54 cm**-1 ***imaginary mode***
  15:       -51.59 cm**-1 ***imaginary mode***
  16:       -30.16 cm**-1
  17:        12.43 cm**-1
  18:        48.29 cm**-1
  19:        56.20 cm**-1
  20:        76.33 cm**-1
...
 119:      3560.03 cm**-1
 120:      3687.73 cm**-1
 121:      3905.08 cm**-1
 122:      3910.12 cm**-1


------------
NORMAL MODES
------------

These modes are the cartesian displacements weighted by the diagonal matrix
M(i,i)=1/sqrt(m[i]) where m[i] is the mass of the displaced atom
Thus, these vectors are normalized but *not* orthogonal

                  0          1          2          3          4          5
      0       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      1       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      2       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      3       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      4       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      5       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      6       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      7       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
      8       0.000000   0.000000   0.000000   0.000000   0.000000   0.000000
...
    120       0.158785   0.002231  -0.004623
    121      -0.160155  -0.002115   0.004968
    122      -0.035114  -0.000336   0.001664






Output text



<comment class="example.output" id="vibrations">
      <module cmlx:templateRef="vibrations">
         <array dataType="xsd:double" dictRef="cc:frequency" size="123">0.00 0.00 0.00 0.00 0.00 0.00 -434.84 -419.45 -289.83 -272.32 -168.02 -122.97 -114.81 -110.33 -68.54 -51.59 -30.16 12.43 48.29 56.20 76.33 ... 3560.03 3687.73 3905.08 3910.12</array>
         <matrix cols="123" dataType="xsd:double" dictRef="cc:displacement" rows="123">0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 ... -0.000121 -0.000040 -0.000235 -0.000016 0.000051 0.000049 -0.000072 0.000062 0.000277 0.000188 0.000023 -0.000067 0.000039 0.000005 -0.000052 0.000067 0.000027 0.000108 -0.000026 -0.000007 0.000011 0.000079 -0.000014 0.000017 0.000008 -0.000181 0.000019 0.000405 -0.000100 0.001416 -0.004623 0.004968 0.001664</matrix>
     </module>
    </comment>






Template definition



<templateList>  <template id="frequencies" pattern="\s*VIBRATIONAL\sFREQUENCIES\s*" endPattern=".*cm\*\*-1$\s*" endPattern2="~" endOffset="1">    <templateList>      <template pattern="\s*[0-9].*" endPattern2="~" endOffset="1">        <record repeat="*" makeArray="true">{I,cc:index}:{F,cc:frequency}cm\*\*-1.*</record>
                </template>
            </templateList>
        </template>  <template id="normal" pattern="\s*NORMAL\sMODES\s*" endPattern=".*[0-9]$\s*" endPattern2="~" endOffset="1">    <record repeat="7" />    <templateList>      <template id="section" pattern="[^\.]*" endPattern="[^\.]*" endPattern2="\s*" endPattern3="~" endOffset="0" repeat="*">        <record repeat="1" />        <record repeat="*" makeArray="false">{I,cc:index}{1_6F,cc:value}</record>        <transform process="addAttribute" name="index" xpath=".//cml:array" value="$number(..//cml:scalar[@dictRef='cc:index']/text())" />
                </template>
            </templateList>
        </template>  <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:value']" key="$number(@index)" />  <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='cc:value']" dictRef="cc:displacement" />  <transform process="operateMatrix" xpath=".//cml:matrix[@dictRef='cc:displacement']" args="operator=transpose" />
    </templateList>
<transform process="move" xpath=".//cml:array[@dictRef='cc:frequency']" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='frequencies']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='normal']" />
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enthalpy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	enthalpy



	name

	Enthalpy section



	pattern

	\s*-{5,}\s*$\s*ENTHALPY\s*



	endPattern

	\s*Total\sEnthalpy.*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	job/enthalpy.xml







Input



--------
ENTHALPY
--------

The enthalpy is H = U + kB*T
                kB is Boltzmann's constant
Total free energy                 ...   -228.86048127 Eh
Thermal Enthalpy correction       ...      0.00094421 Eh       0.59 kcal/mol
-----------------------------------------------------------------------
Total Enthalpy                    ...   -228.85953707 Eh






Output text



<comment class="example.output" id="enthalpy">
        <module cmlx:templateRef="enthalpy">
            <scalar dataType="xsd:double" dictRef="o:totalfree" units="nonsi:hartree">-228.86048127</scalar>
            <scalar dataType="xsd:double" dictRef="o:thermalcorrenthalpy" units="nonsi:hartree">0.00094421</scalar>
            <scalar dataType="xsd:double" dictRef="o:totalenthalpy" units="nonsi:hartree">-228.85953707</scalar>
        </module>
    </comment>






Template definition



<record repeat="6" />
<record>\s*Total\sfree\senergy\s*\.\.\.{F,o:totalfree}.*</record>
<record>\s*Thermal\sEnthalpy\scorrection\s*\.\.\.{F,o:thermalcorrenthalpy}.*</record>
<record />
<record>\s*Total\sEnthalpy\s*\.\.\.{F,o:totalenthalpy}.*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	gibbs



	name

	Gibbs free enthalpy



	pattern

	\s*-{10,}\s*$\s*GIBBS\sFREE\s(ENTHALPY|ENERGY)\s*



	endPattern

	\s*G-E\(el\).*



	endOffset

	1



	repeat

	1



	keep

	last



	xml:base

	job/gibbs.xml







Input



-------------------
GIBBS FREE ENTHALPY
-------------------

The Gibbs free enthalpy is G = H - T*S

Total enthalpy                    ...   -228.85953707 Eh
Total entropy correction          ...     -0.03181461 Eh    -19.96 kcal/mol
-----------------------------------------------------------------------
Final Gibbs free enthalpy         ...   -228.89135168 Eh

For completeness - the Gibbs free enthalpy minus the electronic energy
G-E(el)                           ...      0.03360703 Eh     21.09 kcal/mol






Input



-------------------
GIBBS FREE ENERGY
-------------------

The Gibbs free energy is G = H - T*S

Total enthalpy                    ...  -1339.44553764 Eh
Total entropy correction          ...     -0.02967375 Eh    -18.62 kcal/mol
-----------------------------------------------------------------------
Final Gibbs free energy         ...  -1339.47521139 Eh

For completeness - the Gibbs free energy minus the electronic energy
G-E(el)                           ...     -0.01102705 Eh     -6.92 kcal/mol






Output text



<comment class="example.output" id="gibbs">
         <module cmlx:templateRef="gibbs">
           <scalar dataType="xsd:double" dictRef="o:totalenthalpy" units="nonsi:hartree">-228.85953707</scalar>
           <scalar dataType="xsd:double" dictRef="o:totalentropycorr" units="nonsi:hartree">-0.03181461</scalar>
           <scalar dataType="xsd:double" dictRef="o:gibbsenthalpy" units="nonsi:hartree">-228.89135168</scalar>
           <scalar dataType="xsd:double" dictRef="o:gibbsminuselec" units="nonsi:hartree">0.03360703</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="gibbs2">
        <module cmlx:templateRef="gibbs" dictRef="cc:userDefinedModule">
           <scalar dataType="xsd:double" dictRef="o:totalenthalpy" units="nonsi:hartree">-1339.44553764</scalar>
           <scalar dataType="xsd:double" dictRef="o:totalentropycorr" units="nonsi:hartree">-0.02967375</scalar>
           <scalar dataType="xsd:double" dictRef="o:gibbsenthalpy" units="nonsi:hartree">-1339.47521139</scalar>
           <scalar dataType="xsd:double" dictRef="o:gibbsminuselec" units="nonsi:hartree">-0.01102705</scalar>
        </module>
    </comment>






Template definition



<record repeat="6" />
<record>\s*Total\senthalpy\s*\.\.\.{F,o:totalenthalpy}.*</record>
<record>\s*Total\sentropy\scorrection\s*\.\.\.{F,o:totalentropycorr}.*</record>
<record />
<record>\s*Final\sGibbs\sfree\s(enthalpy|energy)\s*\.\.\.{F,o:gibbsenthalpy}.*</record>
<record repeat="2" />
<record>\s*G-E\(el\)\s*\.\.\.{F,o:gibbsminuselec}.*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	innerenergy



	name

	Inner energy



	pattern

	\s*-{10,}$\s*INNER\sENERGY



	endPattern

	\s*Total\scorrection.*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	keep

	last



	xml:base

	job/innerenergy.xml







Input



------------
INNER ENERGY
------------

The inner energy is: U= E(el) + E(ZPE) + E(vib) + E(rot) + E(trans)
    E(el)   - is the total energy from the electronic structure calculation
              = E(kin-el) + E(nuc-el) + E(el-el) + E(nuc-nuc)
    E(ZPE)  - the the zero temperature vibrational energy from the frequency calculation
    E(vib)  - the the finite temperature correction to E(ZPE) due to population
              of excietd vibrational states
    E(rot)  - is the rotational thermal energy
    E(trans)- is the translational thermal energy

Summary of contributions to the inner energy U:
Electronic energy                ...   -228.92495871 Eh
Zero point energy                ...      0.05984322 Eh      37.55 kcal/mol
Thermal vibrational correction   ...      0.00180167 Eh       1.13 kcal/mol
Thermal rotational correction    ...      0.00141627 Eh       0.89 kcal/mol
Thermal translational correction ...      0.00141627 Eh       0.89 kcal/mol
-----------------------------------------------------------------------
Total thermal energy                   -228.86048127 Eh


Summary of corrections to the electronic energy:
(perhaps to be used in another calculation)
Total thermal correction                  0.00463421 Eh       2.91 kcal/mol
Non-thermal (ZPE) correction              0.05984322 Eh      37.55 kcal/mol
-----------------------------------------------------------------------
Total correction                          0.06447743 Eh      40.46 kcal/mol


--------






Output text



<comment class="example.output" id="innerenergy">
        <module cmlx:templateRef="innerenergy">
            <module cmlx:templateRef="contributions">
               <scalar dataType="xsd:double" dictRef="o:electronic" units="nonsi:hartree">-228.92495871</scalar>
               <scalar dataType="xsd:double" dictRef="o:zeropoint" units="nonsi:hartree">0.05984322</scalar>
               <scalar dataType="xsd:double" dictRef="o:thermalvibcorrection" units="nonsi:hartree">0.00180167</scalar>
               <scalar dataType="xsd:double" dictRef="o:thermalrotcorrection" units="nonsi:hartree">0.00141627</scalar>
               <scalar dataType="xsd:double" dictRef="o:thermaltrasncorrection" units="nonsi:hartree">0.00141627</scalar>
               <scalar dataType="xsd:double" dictRef="o:thermaltotal" units="nonsi:hartree">-228.86048127</scalar>
            </module>
            <module cmlx:templateRef="corrections">
               <scalar dataType="xsd:double" dictRef="o:thermalcorr" units="nonsi:hartree">0.00463421</scalar>
               <scalar dataType="xsd:double" dictRef="o:nonthermalcorr" units="nonsi:hartree">0.05984322</scalar>
               <scalar dataType="xsd:double" dictRef="o:totalcorr" units="nonsi:hartree">0.06447743</scalar>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="contributions" pattern="\s*Summary\sof\scontributions\sto\sthe\sinner\senergy\sU.*" endPattern="\s*Total\sthermal\senergy.*" endOffset="1">    <record />    <record>\s*Electronic\senergy\s*\.\.\.{F,o:electronic}.*</record>    <record>\s*Zero\spoint\senergy\s*\.\.\.{F,o:zeropoint}.*</record>    <record>\s*Thermal\svibrational\scorrection\s*\.\.\.{F,o:thermalvibcorrection}.*</record>    <record>\s*Thermal\srotational\scorrection\s*\.\.\.{F,o:thermalrotcorrection}.*</record>    <record>\s*Thermal\stranslational\scorrection\s*\.\.\.{F,o:thermaltrasncorrection}.*</record>    <record />    <record>\s*Total\sthermal\senergy\s*{F,o:thermaltotal}.*</record>    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template id="corrections" pattern="\s*Summary\sof\scorrections\sto\sthe\selectronic\senergy.*" endPattern="\s*Total\scorrection.*" endOffset="1">    <record repeat="2" />    <record>\s*Total\sthermal\scorrection{F,o:thermalcorr}.*</record>    <record>\s*Non-thermal\s\(ZPE\)\scorrection{F,o:nonthermalcorr}.*</record>    <record />    <record>\s*Total\scorrection{F,o:totalcorr}.*</record>    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="delete" xpath=".//cml:list" />
        </template>
    </templateList>








          

      

      

    

  

  
    

    thermochemistry
    

    

   


  

    
      
          
            
  
thermochemistry


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	thermochemistry



	name

	Thermochemistry section



	pattern

	\s*\-+\s*$\s*THERMOCHEMISTRY.*$\s*\-+\s*



	endPattern

	\s*$\s*



	endPattern2

	\s*freq.*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	job/thermochemistry.xml







Input



--------------------------
THERMOCHEMISTRY AT 298.15K
--------------------------

Temperature         ... 298.15 K
Pressure            ... 1.00 atm
Total Mass          ... 248.32 AMU

Throughout the following assumptions are being made:
  (1) The electronic state is orbitally nondegenerate
  (2) There are no thermally accessible electronically excited states
  (3) Hindered rotations indicated by low frequency modes) are not
      treated as such but are treated as vibrations and this may
      case some error
  (4) All equations used are the standard statistical mechanics
      equations for an ideal gas
  (5) All vibrations are strinctly harmonic






Output text



<comment class="example.output" id="thermochemistry">
      <module cmlx:templateRef="thermochemistry">
         <scalar dataType="xsd:double" dictRef="cc:temp" units="si:k">298.15</scalar>
         <scalar dataType="xsd:double" dictRef="cc:press" units="nonsi:atm">1.00</scalar>
         <scalar dataType="xsd:double" dictRef="cc:totalmass">248.32</scalar>
      </module>
    </comment>






Template definition



<record repeat="4" />
<record>\s*Temperature\s*\.\.\.{F,cc:temp}.*</record>
<record>\s*Pressure\s*\.\.\.{F,cc:press}.*</record>
<record>\s*Total\sMass\s*\.\.\.{F,cc:totalmass}.*</record>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:temp']" value="si:k" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:press']" value="nonsi:atm" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:mass']" value="nonsi:dalton" />
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	irspectrum



	name

	IR spectrum module



	pattern

	\s*\-+\s*$\s*IR\sSPECTRUM\s*$\s*\-+\s*



	endPattern

	\s*The\stotal\snumber\sof\svibrations\sconsidered.*



	endOffset

	1



	repeat

	*



	xml:base

	job/irspectrum.xml







Input



-----------
IR SPECTRUM
-----------

 Mode    freq (cm**-1)   T**2         TX         TY         TZ
-------------------------------------------------------------------
  18:        48.29    1.958597  (  0.884259  -1.083932  -0.042133)
  19:        56.20    0.202210  ( -0.366671  -0.126137   0.227710)
  20:        76.33    8.074406  ( -2.209194  -1.114149  -1.397333)
  21:       118.24   10.840233  (  0.516893  -2.063912   2.512633)
  22:       125.84   15.470078  (  1.076971  -3.010689   2.290406)
  23:       140.45    2.550585  ( -0.579264   1.487969  -0.031412)
  24:       165.46   23.990890  (  4.133871  -1.466904  -2.179493)
  25:       166.65   33.867958  (  2.503370  -1.029163  -5.151885)
  26:       180.56   20.957601  (  0.086834   1.816179  -4.201375)
  27:       210.89    3.353067  ( -0.831165   1.153060  -1.154419)
  28:       213.68    7.328302  (  1.749481  -1.554620  -1.360432)
  29:       243.14    1.256768  (  0.376961  -1.042918  -0.164287)
  30:       289.35   61.222178  ( -1.294219  -7.466147  -1.950338)
  31:       326.00    7.942233  ( -2.722637   0.298542  -0.663590)
  32:       353.03   66.722727  (  2.152008   7.555053   2.238920)
  33:       359.71   15.208741  (  2.226276   2.180749   2.344520)
  34:       403.35    0.875287  ( -0.752992  -0.539829  -0.129901)
  35:       413.83   19.891098  ( -0.471604  -2.387343   3.737550)
  36:       458.45    6.122292  ( -0.798811  -0.976860  -2.128365)
  37:       490.06   12.789591  (  1.565376   1.395099   2.897048)
  38:       498.35   11.949040  ( -1.608055  -2.981851   0.686849)
  39:       506.68    8.751565  ( -2.323328  -0.924837  -1.580629)
  40:       547.42   28.071801  (  3.874851   1.962031   3.034430)
  41:       559.59  111.547061  (  5.454474   7.367291  -5.245837)
  42:       610.93   95.834401  (  4.314471  -2.159479   8.518004)
  43:       629.92   75.618738  ( -6.158596  -2.205256  -5.729509)
  44:       694.41    2.985879  ( -0.841267   0.467731  -1.435053)
  45:       712.50    4.401776  ( -0.063340   0.413430   2.055928)
  46:       723.61    7.373641  (  1.517600  -2.140960   0.697725)
  47:       746.64   46.716719  ( -6.564994   1.514624  -1.150431)
  48:       757.11   25.479334  ( -4.293846   0.359850  -2.629208)
  49:       800.24   50.377591  ( -3.584442   1.383597  -5.967833)
  50:       816.12   12.241444  (  1.374327  -0.410496   3.191263)
  51:       828.11   21.805398  ( -1.426366   1.410745  -4.216714)
  52:       848.62    8.885390  (  2.678021  -0.639273  -1.142333)
  53:       856.79    5.818196  ( -1.463991  -0.040056   1.916591)
  54:       882.58   15.036414  (  2.547648  -2.895388   0.403276)
  55:       908.35    0.661028  (  0.668850   0.399601   0.232348)
  56:       923.06   58.950249  (  3.111431  -4.759354   5.159243)
  57:       944.79   16.744804  ( -3.609314   0.893307  -1.708701)
  58:       954.46    1.731091  ( -0.106683   0.199339   1.296138)
  59:       983.44   28.013733  (  4.547527   0.241066   2.697335)
  60:      1009.74    1.616060  (  0.002760   0.647318   1.094090)
  61:      1015.70    0.518790  (  0.424235   0.576743  -0.078627)
  62:      1024.12   12.200772  ( -2.592398   1.082755  -2.075545)
  63:      1030.77    2.058603  (  0.293163  -1.037820  -0.946355)
  64:      1057.55    6.269296  ( -1.533737   1.977386   0.083009)
  65:      1082.10   29.082758  ( -2.317033   0.244371  -4.863579)
  66:      1101.57    2.423570  (  1.261453   0.033343  -0.911698)
  67:      1110.00   34.634782  (  0.720448  -4.115047   4.145132)
  68:      1125.62    4.130584  (  0.154966   1.339615   1.520526)
  69:      1136.87    4.189822  ( -1.647268   1.048137   0.614605)
  70:      1189.59    4.001253  (  1.462672   0.503032   1.268386)
  71:      1204.71    7.610052  (  2.475060   1.079585  -0.564470)
  72:      1207.74    4.227985  (  1.742904   1.016866   0.395291)
  73:      1222.79    0.485235  (  0.336096   0.596991  -0.126000)
  74:      1235.55    4.295531  ( -1.073859   1.466353  -0.996075)
  75:      1242.71    3.418012  (  0.678906   1.539874  -0.765433)
  76:      1248.69   10.129640  (  1.098778  -0.929259   2.838803)
  77:      1267.73    0.166611  (  0.314070  -0.162542  -0.203841)
  78:      1277.02   39.863163  ( -0.625694  -2.675636   5.684421)
  79:      1287.06    3.068571  ( -1.588548  -0.733968  -0.079855)
  80:      1306.77    6.048101  ( -1.684934   1.608684  -0.788184)
  81:      1310.07    2.347019  (  0.335783   1.347509  -0.646907)
  82:      1323.49    1.065785  (  0.479383   0.836885  -0.368239)
  83:      1352.91   40.955342  (  2.975324  -2.877865  -4.880644)
  84:      1377.83    1.340822  ( -0.478017  -0.620925  -0.852510)
  85:      1390.28    5.444886  (  1.583207   1.504092  -0.822222)
  86:      1391.41   31.692474  ( -1.102928   3.439468  -4.318111)
  87:      1397.22   79.168132  (  7.703791   2.876706  -3.397690)
  88:      1402.74    7.074165  ( -0.875592   0.960351  -2.320609)
  89:      1405.53    9.474361  (  2.987915   0.482645  -0.560158)
  90:      1408.74  108.897999  ( -7.775700  -6.178224   3.204065)
  91:      1427.08   15.923577  ( -0.420217  -3.967381   0.082954)
  92:      1430.23   15.820505  (  3.651006   0.955020  -1.256423)
  93:      1433.49    4.771036  (  0.909465   0.192733   1.976553)
  94:      1520.82   19.059340  ( -0.275437  -4.236477   1.017711)
  95:      1544.26  138.607149  (  1.519293   7.667271  -8.804082)
  96:      1556.79   23.783329  ( -1.595959   1.653653   4.301358)
  97:      1662.50  351.046696  (-15.273832   5.064423  -9.597311)
  98:      1810.98  373.906503  ( 12.874015 -14.247739   2.273365)
  99:      2983.52   86.551359  (  8.312603  -3.872330  -1.567500)
 100:      3093.28   29.236290  ( -2.532179   1.107309  -4.647389)
 101:      3093.56   46.400785  (  6.799190   0.244114  -0.334981)
 102:      3111.37    9.214429  ( -1.194369  -2.784581  -0.184443)
 103:      3112.40   27.451685  (  0.692016   1.698961  -4.907783)
 104:      3124.99   22.001931  ( -0.876915   1.714877  -4.276932)
 105:      3138.33   16.200901  ( -3.047143  -2.518730   0.756185)
 106:      3168.55    8.782133  (  0.475756  -2.835514   0.718089)
 107:      3171.72   16.099067  (  3.501157   1.702451  -0.970891)
 108:      3175.46   12.903315  ( -1.745554   0.214507  -3.132147)
 109:      3182.55   23.132173  (  2.290085  -3.741881  -1.971297)
 110:      3194.39   11.924955  (  0.891994  -3.000503  -1.458178)
 111:      3204.67   16.163056  (  1.409518  -0.561955   3.722972)
 112:      3214.71    4.995846  (  1.963636  -1.034648  -0.263596)
 113:      3215.23    7.087089  (  0.690213   2.550943  -0.321533)
 114:      3218.88   11.849135  (  1.051668  -3.052816   1.193083)
 115:      3226.14    2.564739  (  0.270918   0.446108   1.514044)
 116:      3226.41    4.608975  (  2.025569   0.200927   0.682404)
 117:      3383.71  897.456560  ( -3.143535 -27.918697 -10.398131)
 118:      3440.32  259.292073  (-13.832927   6.391838  -5.204481)
 119:      3560.03  588.525421  ( 12.859435   3.727709 -20.230288)
 120:      3687.73  164.609063  (  6.689036  -0.529004 -10.935539)
 121:      3905.08   46.051305  (  1.779883   6.537589   0.378488)
 122:      3910.12   94.160027  ( -4.630503  -4.887299   6.988045)

The first frequency considered to be a vibration is 18
The total number of vibrations considered is 105






Input



-----------
IR SPECTRUM
-----------

 Mode   freq       eps      Int      T**2         TX        TY        TZ
       cm**-1   L/(mol*cm) km/mol    a.u.
----------------------------------------------------------------------------
  6:     57.11   0.000198    1.00  0.001084  ( 0.002125  0.017830 -0.027593)
  7:    410.93   0.000809    4.09  0.000615  (-0.003070  0.020473  0.013638)
  8:    529.76   0.003478   17.58  0.002049  ( 0.001899  0.026381 -0.036733)
  9:    571.49   0.007749   39.16  0.004231  (-0.057149  0.026892  0.015560)
 10:    673.47   0.018080   91.37  0.008378  (-0.005364 -0.052622  0.074697)
 11:    848.96   0.000773    3.91  0.000284  ( 0.015990  0.004055  0.003494)
 12:    951.80   0.009106   46.02  0.002985  (-0.033836  0.036161  0.023085)
 13:   1013.50   0.001801    9.10  0.000555  (-0.001803 -0.013676  0.019087)
 14:   1167.91   0.039551  199.87  0.010568  (-0.061546  0.069158  0.044688)
 15:   1289.62   0.002033   10.28  0.000492  ( 0.004949 -0.017911 -0.012115)
 16:   1357.69   0.018065   91.29  0.004152  ( 0.056601 -0.026557 -0.015595)
 17:   1394.57   0.002673   13.51  0.000598  ( 0.015624  0.014891  0.011503)
 18:   1402.10   0.002131   10.77  0.000474  ( 0.000286  0.013077 -0.017415)
 19:   1805.64   0.053978  272.78  0.009329  ( 0.039748  0.070733  0.052401)
 20:   2985.95   0.000241    1.22  0.000025  ( 0.004560  0.001683  0.001242)
 21:   3067.14   0.000405    2.05  0.000041  ( 0.000062 -0.003559  0.005342)
 22:   3119.56   0.000438    2.21  0.000044  (-0.002660  0.004994  0.003437)
 23:   3612.71   0.008621   43.57  0.000745  (-0.027166  0.002580 -0.000156)






Output text



<comment class="example.output" id="irspectrum">
        <module cmlx:templateRef="irspectrum">
           <array dataType="xsd:integer" dictRef="cc:serial" size="105">18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122</array>
           <array dataType="xsd:double" dictRef="cc:frequency" size="105">48.29 56.20 76.33 118.24 125.84 140.45 165.46 166.65 180.56 210.89 213.68 243.14 289.35 326.00 353.03 359.71 403.35 413.83 458.45 490.06 498.35 506.68 547.42 559.59 610.93 629.92 694.41 712.50 723.61 746.64 757.11 800.24 816.12 828.11 848.62 856.79 882.58 908.35 923.06 944.79 954.46 983.44 1009.74 1015.70 1024.12 1030.77 1057.55 1082.10 1101.57 1110.00 1125.62 1136.87 1189.59 1204.71 1207.74 1222.79 1235.55 1242.71 1248.69 1267.73 1277.02 1287.06 1306.77 1310.07 1323.49 1352.91 1377.83 1390.28 1391.41 1397.22 1402.74 1405.53 1408.74 1427.08 1430.23 1433.49 1520.82 1544.26 1556.79 1662.50 1810.98 2983.52 3093.28 3093.56 3111.37 3112.40 3124.99 3138.33 3168.55 3171.72 3175.46 3182.55 3194.39 3204.67 3214.71 3215.23 3218.88 3226.14 3226.41 3383.71 3440.32 3560.03 3687.73 3905.08 3910.12</array>
           <array dataType="xsd:double" dictRef="o:t2" size="105">1.958597 0.202210 8.074406 10.840233 15.470078 2.550585 23.990890 33.867958 20.957601 3.353067 7.328302 1.256768 61.222178 7.942233 66.722727 15.208741 0.875287 19.891098 6.122292 12.789591 11.949040 8.751565 28.071801 111.547061 95.834401 75.618738 2.985879 4.401776 7.373641 46.716719 25.479334 50.377591 12.241444 21.805398 8.885390 5.818196 15.036414 0.661028 58.950249 16.744804 1.731091 28.013733 1.616060 0.518790 12.200772 2.058603 6.269296 29.082758 2.423570 34.634782 4.130584 4.189822 4.001253 7.610052 4.227985 0.485235 4.295531 3.418012 10.129640 0.166611 39.863163 3.068571 6.048101 2.347019 1.065785 40.955342 1.340822 5.444886 31.692474 79.168132 7.074165 9.474361 108.897999 15.923577 15.820505 4.771036 19.059340 138.607149 23.783329 351.046696 373.906503 86.551359 29.236290 46.400785 9.214429 27.451685 22.001931 16.200901 8.782133 16.099067 12.903315 23.132173 11.924955 16.163056 4.995846 7.087089 11.849135 2.564739 4.608975 897.456560 259.292073 588.525421 164.609063 46.051305 94.160027</array>
           <matrix cols="3" dataType="xsd:double" dictRef="cc:displacement" rows="105">0.884259 -1.083932 -0.042133 -0.366671 -0.126137 0.227710 -2.209194 -1.114149 -1.397333 0.516893 -2.063912 2.512633 1.076971 -3.010689 2.290406 -0.579264 1.487969 -0.031412 4.133871 -1.466904 -2.179493 2.503370 -1.029163 -5.151885 0.086834 1.816179 -4.201375 -0.831165 1.153060 -1.154419 1.749481 -1.554620 -1.360432 0.376961 -1.042918 -0.164287 -1.294219 -7.466147 -1.950338 -2.722637 0.298542 -0.663590 2.152008 7.555053 2.238920 2.226276 2.180749 2.344520 -0.752992 -0.539829 -0.129901 -0.471604 -2.387343 3.737550 -0.798811 -0.976860 -2.128365 1.565376 1.395099 2.897048 -1.608055 -2.981851 0.686849 -2.323328 -0.924837 -1.580629 3.874851 1.962031 3.034430 5.454474 7.367291 -5.245837 4.314471 -2.159479 8.518004 -6.158596 -2.205256 -5.729509 -0.841267 0.467731 -1.435053 -0.063340 0.413430 2.055928 1.517600 -2.140960 0.697725 -6.564994 1.514624 -1.150431 -4.293846 0.359850 -2.629208 -3.584442 1.383597 -5.967833 1.374327 -0.410496 3.191263 -1.426366 1.410745 -4.216714 2.678021 -0.639273 -1.142333 -1.463991 -0.040056 1.916591 2.547648 -2.895388 0.403276 0.668850 0.399601 0.232348 3.111431 -4.759354 5.159243 -3.609314 0.893307 -1.708701 -0.106683 0.199339 1.296138 4.547527 0.241066 2.697335 0.002760 0.647318 1.094090 0.424235 0.576743 -0.078627 -2.592398 1.082755 -2.075545 0.293163 -1.037820 -0.946355 -1.533737 1.977386 0.083009 -2.317033 0.244371 -4.863579 1.261453 0.033343 -0.911698 0.720448 -4.115047 4.145132 0.154966 1.339615 1.520526 -1.647268 1.048137 0.614605 1.462672 0.503032 1.268386 2.475060 1.079585 -0.564470 1.742904 1.016866 0.395291 0.336096 0.596991 -0.126000 -1.073859 1.466353 -0.996075 0.678906 1.539874 -0.765433 1.098778 -0.929259 2.838803 0.314070 -0.162542 -0.203841 -0.625694 -2.675636 5.684421 -1.588548 -0.733968 -0.079855 -1.684934 1.608684 -0.788184 0.335783 1.347509 -0.646907 0.479383 0.836885 -0.368239 2.975324 -2.877865 -4.880644 -0.478017 -0.620925 -0.852510 1.583207 1.504092 -0.822222 -1.102928 3.439468 -4.318111 7.703791 2.876706 -3.397690 -0.875592 0.960351 -2.320609 2.987915 0.482645 -0.560158 -7.775700 -6.178224 3.204065 -0.420217 -3.967381 0.082954 3.651006 0.955020 -1.256423 0.909465 0.192733 1.976553 -0.275437 -4.236477 1.017711 1.519293 7.667271 -8.804082 -1.595959 1.653653 4.301358 -15.273832 5.064423 -9.597311 12.874015 -14.247739 2.273365 8.312603 -3.872330 -1.567500 -2.532179 1.107309 -4.647389 6.799190 0.244114 -0.334981 -1.194369 -2.784581 -0.184443 0.692016 1.698961 -4.907783 -0.876915 1.714877 -4.276932 -3.047143 -2.518730 0.756185 0.475756 -2.835514 0.718089 3.501157 1.702451 -0.970891 -1.745554 0.214507 -3.132147 2.290085 -3.741881 -1.971297 0.891994 -3.000503 -1.458178 1.409518 -0.561955 3.722972 1.963636 -1.034648 -0.263596 0.690213 2.550943 -0.321533 1.051668 -3.052816 1.193083 0.270918 0.446108 1.514044 2.025569 0.200927 0.682404 -3.143535 -27.918697 -10.398131 -13.832927 6.391838 -5.204481 12.859435 3.727709 -20.230288 6.689036 -0.529004 -10.935539 1.779883 6.537589 0.378488 -4.630503 -4.887299 6.988045</matrix>
        </module>
    </comment>






Output text



<comment class="example.output" id="irspectrum2">
        <module cmlx:templateRef="irspectrum">
           <array dataType="xsd:integer" dictRef="cc:serial" size="18">6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23</array>
           <array dataType="xsd:double" dictRef="cc:frequency" size="18">57.11 410.93 529.76 571.49 673.47 848.96 951.80 1013.50 1167.91 1289.62 1357.69 1394.57 1402.10 1805.64 2985.95 3067.14 3119.56 3612.71</array>
           <array dataType="xsd:double" dictRef="o:t2" size="18">0.001084 0.000615 0.002049 0.004231 0.008378 0.000284 0.002985 0.000555 0.010568 0.000492 0.004152 0.000598 0.000474 0.009329 0.000025 0.000041 0.000044 0.000745</array>
           <matrix cols="3" dataType="xsd:double" dictRef="cc:displacement" rows="18">0.002125 0.017830 -0.027593 -0.003070 0.020473 0.013638 0.001899 0.026381 -0.036733 -0.057149 0.026892 0.015560 -0.005364 -0.052622 0.074697 0.015990 0.004055 0.003494 -0.033836 0.036161 0.023085 -0.001803 -0.013676 0.019087 -0.061546 0.069158 0.044688 0.004949 -0.017911 -0.012115 0.056601 -0.026557 -0.015595 0.015624 0.014891 0.011503 0.000286 0.013077 -0.017415 0.039748 0.070733 0.052401 0.004560 0.001683 0.001242 0.000062 -0.003559 0.005342 -0.002660 0.004994 0.003437 -0.027166 0.002580 -0.000156</matrix>
        </module>
    </comment>






Template definition



<template pattern="\s*Mode.*$\s*cm.*" endPattern="~" endOffset="1">  <record repeat="3" />  <record repeat="*">{I,cc:serial}:{F,cc:frequency}\s.*\s.*\s{F,o:t2}\({3F,o:txyz}\)</record>
    </template>
<template pattern="\s*Mode.*$\s*----.*" endPattern="~" endOffset="1">  <record repeat="2" />  <record repeat="*">{I,cc:serial}:{F,cc:frequency}{F,o:t2}\({3F,o:txyz}\)</record>
    </template>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:frequency']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='o:t2']" />
<transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='o:txyz']" dictRef="cc:displacement" />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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enthalpy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	enthalpy



	name

	Enthalpy section



	pattern

	\s*-{5,}\s*$\s*ENTHALPY\s*



	endPattern

	\s*Total\sEnthalpy.*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	job/enthalpy.xml







Input



--------
ENTHALPY
--------

The enthalpy is H = U + kB*T
                kB is Boltzmann's constant
Total free energy                 ...   -228.86048127 Eh
Thermal Enthalpy correction       ...      0.00094421 Eh       0.59 kcal/mol
-----------------------------------------------------------------------
Total Enthalpy                    ...   -228.85953707 Eh






Output text



<comment class="example.output" id="enthalpy">
        <module cmlx:templateRef="enthalpy">
            <scalar dataType="xsd:double" dictRef="o:totalfree" units="nonsi:hartree">-228.86048127</scalar>
            <scalar dataType="xsd:double" dictRef="o:thermalcorrenthalpy" units="nonsi:hartree">0.00094421</scalar>
            <scalar dataType="xsd:double" dictRef="o:totalenthalpy" units="nonsi:hartree">-228.85953707</scalar>
        </module>
    </comment>






Template definition



<record repeat="6" />
<record>\s*Total\sfree\senergy\s*\.\.\.{F,o:totalfree}.*</record>
<record>\s*Thermal\sEnthalpy\scorrection\s*\.\.\.{F,o:thermalcorrenthalpy}.*</record>
<record />
<record>\s*Total\sEnthalpy\s*\.\.\.{F,o:totalenthalpy}.*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
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casscf


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	casscf



	name

	CASSCF section



	pattern

	\s*-{70,}$\s*ORCA-CASSCF\s*$\s*-{70,}



	endPattern

	\s*-{70,}\s*$\s*\S+.*$\s*\S+.*



	endPattern2

	\s*\*{20,}\s*



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	job/casscf/casscf.xml







Comment



------------------------------------------------------------------------------
                              ORCA-CASSCF
------------------------------------------------------------------------------

Setting up the integral package       ... done
Building the CAS space                ... done (1037 configurations for Mult=3)
Building the CAS space                ... done (1107 configurations for Mult=1)
----------------
GENERAL CI SETUP
----------------
...
------------------
CAS-SCF ITERATIONS
------------------
...
--------------
CASSCF RESULTS
--------------
...
----------------
ORBITAL ENERGIES
----------------
...
---------------------------------------------
CAS-SCF STATES FOR BLOCK  1 MULT= 3 NROOTS= 4
---------------------------------------------
...
-----------------------------
SA-CASSCF TRANSITION ENERGIES
------------------------------
...
--------------
DENSITY MATRIX
--------------
...
-------------------
SPIN-DENSITY MATRIX
-------------------
...
-----------------
ENERGY COMPONENTS
-----------------
...
----------------------------
LOEWDIN ORBITAL-COMPOSITIONS
----------------------------
...
----------------------------
LOEWDIN REDUCED ACTIVE MOs
----------------------------
...






Template definition



<xi:include href="casscf/cisetup/cisetup.xml" />
<xi:include href="casscf/../orbitals/orbitalenergies.xml" />
<xi:include href="casscf/casscfstates.xml" />
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nevpt2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	nevpt2



	name

	nevpt2



	pattern

	\s*-{60,}\s*$\s*.\s*NEVPT2\s*.\s*$\s*-{60,}\s*



	endPattern

	\s*-{60,}\s*$\s*Forming\sthe\stransition\sdensity\s*\.\.\.\s*done\sin.*



	endPattern2

	\s*$\s*$\s*



	endOffset

	3



	repeat

	*



	xml:base

	job/nevpt2/nevpt2.xml







Template definition



<xi:include href="nevpt2/../casscf/cisetup/systemsettings.xml" />
<xi:include href="nevpt2/../casscf/cisetup/orbitalranges.xml" />
<xi:include href="nevpt2/nevpt2results.xml" />
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orbitalenergies


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	orbitalenergies



	name

	Orbital energies section



	pattern

	\s*\-+\s*$\s*ORBITAL\sENERGIES\s*$\s*\-+\s*



	endPattern

	\s+\*{5,}.*



	endPattern2

	\-+.*$\S+.*



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	job/orbitals/orbitalenergies.xml







Input



----------------
ORBITAL ENERGIES
----------------
                 SPIN UP ORBITALS
  NO   OCC          E(Eh)            E(eV)
   0   1.0000    -323.657979     -8807.1814
   1   1.0000    -323.657978     -8807.1813
   2   1.0000     -39.280111     -1068.8662
   3   1.0000     -39.280108     -1068.8661
   4   1.0000     -34.452726      -937.5063
   5   1.0000     -34.452724      -937.5063
   6   1.0000     -34.452450      -937.4988
   7   1.0000     -34.452447      -937.4988
   8   1.0000     -34.423407      -936.7085
   9   1.0000     -34.423406      -936.7085
  10   1.0000     -14.766703      -401.8224
  11   1.0000     -14.766701      -401.8224
  12   1.0000     -14.644236      -398.4899
  13   1.0000     -14.644236      -398.4899
  14   1.0000     -14.644233      -398.4898
  15   1.0000     -14.644233      -398.4898
  16   1.0000     -14.631592      -398.1459
  17   1.0000     -14.631589      -398.1458
  18   1.0000     -14.631553      -398.1448
  19   1.0000     -14.631553      -398.1448
  20   1.0000     -14.598246      -397.2385
  21   1.0000     -14.598246      -397.2385
  22   1.0000      -4.713677      -128.2657
  23   1.0000      -4.713677      -128.2657
  24   1.0000      -3.209603       -87.3377
  25   1.0000      -3.209603       -87.3377
  26   1.0000      -3.209031       -87.3222
  27   1.0000      -3.209031       -87.3222
  28   1.0000      -3.152562       -85.7856
  29   1.0000      -3.152561       -85.7856
  30   1.0000      -1.387210       -37.7479
  31   1.0000      -1.379013       -37.5249
  32   1.0000      -1.216529       -33.1034
  33   1.0000      -1.209335       -32.9077
  34   1.0000      -1.209075       -32.9006
  35   1.0000      -1.208352       -32.8809
  36   1.0000      -1.199361       -32.6363
  37   1.0000      -1.199282       -32.6341
  38   1.0000      -1.161818       -31.6147
  39   1.0000      -1.161704       -31.6116
  40   1.0000      -0.821106       -22.3434
  41   1.0000      -0.820190       -22.3185
  42   1.0000      -0.804850       -21.9011
  43   1.0000      -0.797990       -21.7144
  44   1.0000      -0.797409       -21.6986
  45   1.0000      -0.793806       -21.6006
  46   1.0000      -0.793189       -21.5838
  47   1.0000      -0.789706       -21.4890
  48   1.0000      -0.781501       -21.2657
  49   1.0000      -0.775091       -21.0913
  50   1.0000      -0.763568       -20.7777
  51   1.0000      -0.759201       -20.6589
  52   1.0000      -0.758066       -20.6280
  53   1.0000      -0.753989       -20.5171
  54   1.0000      -0.751502       -20.4494
  55   1.0000      -0.751035       -20.4367
  56   1.0000      -0.747080       -20.3291
  57   1.0000      -0.743042       -20.2192
  58   1.0000      -0.736553       -20.0426
  59   1.0000      -0.720697       -19.6112
  60   1.0000      -0.686689       -18.6858
  61   1.0000      -0.671463       -18.2714
  62   1.0000      -0.658016       -17.9055
  63   1.0000      -0.654115       -17.7994
  64   1.0000      -0.646827       -17.6011
  65   1.0000      -0.643733       -17.5169
  66   1.0000      -0.638392       -17.3715
  67   1.0000      -0.636624       -17.3234
  68   1.0000      -0.630726       -17.1629
  69   1.0000      -0.630283       -17.1509
  70   1.0000      -0.626973       -17.0608
  71   1.0000      -0.626813       -17.0565
  72   1.0000      -0.547963       -14.9108
  73   1.0000      -0.547607       -14.9011
  74   1.0000      -0.541200       -14.7268
  75   1.0000      -0.539310       -14.6754
  76   1.0000      -0.512601       -13.9486
  77   1.0000      -0.486803       -13.2466
  78   1.0000      -0.482326       -13.1247
  79   1.0000      -0.464153       -12.6303
  80   0.0000      -0.240798        -6.5524
  81   0.0000      -0.225669        -6.1408
  82   0.0000      -0.222898        -6.0654
  83   0.0000      -0.211297        -5.7497
  84   0.0000      -0.177959        -4.8425
  85   0.0000      -0.171478        -4.6662
  86   0.0000      -0.169379        -4.6090
  87   0.0000      -0.161322        -4.3898
  88   0.0000      -0.158061        -4.3011
  89   0.0000      -0.153765        -4.1842
  90   0.0000      -0.151644        -4.1265
  91   0.0000      -0.142134        -3.8677
  92   0.0000      -0.118673        -3.2293
  93   0.0000      -0.100828        -2.7437
  94   0.0000      -0.097309        -2.6479
  95   0.0000      -0.096659        -2.6302
  96   0.0000      -0.092948        -2.5293
  97   0.0000      -0.092875        -2.5273
  98   0.0000      -0.082603        -2.2478
  99   0.0000      -0.080086        -2.1793
 100   0.0000      -0.077679        -2.1137
 101   0.0000      -0.072165        -1.9637
 102   0.0000      -0.045970        -1.2509
 103   0.0000      -0.044697        -1.2163
 104   0.0000      -0.038631        -1.0512
 105   0.0000      -0.038272        -1.0414
 106   0.0000      -0.028839        -0.7847
 107   0.0000       0.003252         0.0885
 108   0.0000       0.003626         0.0987
 109   0.0000       0.028158         0.7662
 110   0.0000       0.037998         1.0340
 111   0.0000       0.045099         1.2272
 112   0.0000       0.049057         1.3349
 113   0.0000       0.063063         1.7160
 114   0.0000       0.064890         1.7657
 115   0.0000       0.065250         1.7755
 116   0.0000       0.069600         1.8939
 117   0.0000       0.071539         1.9467
 118   0.0000       0.080476         2.1899
 119   0.0000       0.081683         2.2227
 120   0.0000       0.087189         2.3725
 121   0.0000       0.115178         3.1342
 122   0.0000       0.119811         3.2602
 123   0.0000       0.123387         3.3575
 124   0.0000       0.136719         3.7203
 125   0.0000       0.137368         3.7380
 126   0.0000       0.144429         3.9301
 127   0.0000       0.145523         3.9599
 128   0.0000       0.154166         4.1951
 129   0.0000       0.160913         4.3787
 130   0.0000       0.166323         4.5259
 131   0.0000       0.166538         4.5317
 132   0.0000       0.187412         5.0997
 133   0.0000       0.191508         5.2112
 134   0.0000       0.207695         5.6517
 135   0.0000       0.215705         5.8696
 136   0.0000       0.221316         6.0223
 137   0.0000       0.228547         6.2191
 138   0.0000       0.229264         6.2386
 139   0.0000       0.241379         6.5683
 140   0.0000       0.246454         6.7064
 141   0.0000       0.252787         6.8787
 142   0.0000       0.258733         7.0405
 143   0.0000       0.259161         7.0521
 144   0.0000       0.283673         7.7191
 145   0.0000       0.285869         7.7789
 146   0.0000       0.286176         7.7872
 147   0.0000       0.297071         8.0837
 148   0.0000       0.304070         8.2742
 149   0.0000       0.305368         8.3095
 150   0.0000       0.312779         8.5112
 151   0.0000       0.313075         8.5192
 152   0.0000       0.317191         8.6312
 153   0.0000       0.320673         8.7260
 154   0.0000       0.328979         8.9520
 155   0.0000       0.331597         9.0232
 156   0.0000       0.339337         9.2338
 157   0.0000       0.342496         9.3198
 158   0.0000       0.348529         9.4840
 159   0.0000       0.351954         9.5772
 160   0.0000       0.355939         9.6856
 161   0.0000       0.365534         9.9467
 162   0.0000       0.369595        10.0572
 163   0.0000       0.380253        10.3472
 164   0.0000       0.381451        10.3798
 165   0.0000       0.400366        10.8945
 166   0.0000       0.415285        11.3005
 167   0.0000       0.421934        11.4814
 168   0.0000       0.439394        11.9565
 169   0.0000       0.460740        12.5374
 170   0.0000       0.464113        12.6292
 171   0.0000       0.472868        12.8674
 172   0.0000       0.474754        12.9187
 173   0.0000       0.477592        12.9959
 174   0.0000       0.528429        14.3793
 175   0.0000       0.529196        14.4001
 176   0.0000       0.544408        14.8141
 177   0.0000       0.549977        14.9656
 178   0.0000       0.554855        15.0984
 179   0.0000       0.567729        15.4487
 180   0.0000       0.598541        16.2871
 181   0.0000       0.608019        16.5450
 182   0.0000       0.627657        17.0794
 183   0.0000       0.655795        17.8451
 184   0.0000       0.657311        17.8863
 185   0.0000       0.670469        18.2444
 186   0.0000       0.674366        18.3504
 187   0.0000       0.700423        19.0595
 188   0.0000       0.728793        19.8315
 189   0.0000       0.736663        20.0456
 190   0.0000       0.755455        20.5570
 191   0.0000       0.756948        20.5976
 192   0.0000       0.778374        21.1806
 193   0.0000       0.783845        21.3295
 194   0.0000       0.813205        22.1284
 195   0.0000       0.813472        22.1357
 196   0.0000       0.826428        22.4882
 197   0.0000       0.832082        22.6421
 198   0.0000       0.849629        23.1196
 199   0.0000       0.849639        23.1199
 200   0.0000       0.854582        23.2544
 201   0.0000       0.855593        23.2819
 202   0.0000       0.860792        23.4233
 203   0.0000       0.884413        24.0661
 204   0.0000       0.892218        24.2785
 205   0.0000       0.896880        24.4053
 206   0.0000       0.917933        24.9782
 207   0.0000       0.922411        25.1001
 208   0.0000       0.931310        25.3422
 209   0.0000       0.935221        25.4487
 210   0.0000       0.963552        26.2196
 211   0.0000       0.975796        26.5528
 212   0.0000       1.000241        27.2179
 213   0.0000       1.003272        27.3004
 214   0.0000       1.004451        27.3325
 215   0.0000       1.015804        27.6414
 216   0.0000       1.020145        27.7596
 217   0.0000       1.027505        27.9598
 218   0.0000       1.032689        28.1009
 219   0.0000       1.037200        28.2237
 220   0.0000       1.051031        28.6000
 221   0.0000       1.065081        28.9823
 222   0.0000       1.076834        29.3021
 223   0.0000       1.081542        29.4303
 224   0.0000       1.086253        29.5585
 225   0.0000       1.092706        29.7340
 226   0.0000       1.107537        30.1376
 227   0.0000       1.110436        30.2165
 228   0.0000       1.131252        30.7829
 229   0.0000       1.151745        31.3406
 230   0.0000       1.155823        31.4516
 231   0.0000       1.162246        31.6263
 232   0.0000       1.243214        33.8296
 233   0.0000       1.265476        34.4354
 234   0.0000       1.279892        34.8276
 235   0.0000       1.286375        35.0040
 236   0.0000       1.303932        35.4818
 237   0.0000       1.307092        35.5678
 238   0.0000       1.321630        35.9634
 239   0.0000       1.358905        36.9777
 240   0.0000       1.378822        37.5197
 241   0.0000       1.382581        37.6219
 242   0.0000       1.384886        37.6847
 243   0.0000       1.402923        38.1755
 244   0.0000       1.403682        38.1961
 245   0.0000       1.421250        38.6742
 246   0.0000       1.422413        38.7058
 247   0.0000       1.469473        39.9864
 248   0.0000       1.497353        40.7450
 249   0.0000       1.508301        41.0429
 250   0.0000       1.508721        41.0544
 251   0.0000       1.535207        41.7751
 252   0.0000       1.543410        41.9983
 253   0.0000       1.555178        42.3185
 254   0.0000       1.560049        42.4511
 255   0.0000       1.574761        42.8514
 256   0.0000       1.578170        42.9442
 257   0.0000       1.581829        43.0438
 258   0.0000       1.584128        43.1063
 259   0.0000       1.592418        43.3319
 260   0.0000       1.596788        43.4508
 261   0.0000       1.608797        43.7776
 262   0.0000       1.610460        43.8228
 263   0.0000       1.616772        43.9946
 264   0.0000       1.625798        44.2402
 265   0.0000       1.634858        44.4868
 266   0.0000       1.657508        45.1031
 267   0.0000       1.660296        45.1789
 268   0.0000       1.674991        45.5788
 269   0.0000       1.677323        45.6423
 270   0.0000       1.686251        45.8852
 271   0.0000       1.698176        46.2097
 272   0.0000       1.727332        47.0031
 273   0.0000       1.738260        47.3005
 274   0.0000       1.738313        47.3019
 275   0.0000       1.738540        47.3081
 276   0.0000       1.757894        47.8347
 277   0.0000       1.770769        48.1851
 278   0.0000       1.776282        48.3351
 279   0.0000       1.777871        48.3783
 280   0.0000       1.802814        49.0571
 281   0.0000       1.810099        49.2553
 282   0.0000       1.810684        49.2712
 283   0.0000       1.837461        49.9998
 284   0.0000       1.842090        50.1258
 285   0.0000       1.842680        50.1419
 286   0.0000       1.849930        50.3391
 287   0.0000       1.859857        50.6093
 288   0.0000       1.884281        51.2739
 289   0.0000       1.919223        52.2247
 290   0.0000       1.922697        52.3193
 291   0.0000       1.947441        52.9926
 292   0.0000       1.956557        53.2406
 293   0.0000       1.958755        53.3004
 294   0.0000       1.961123        53.3649
 295   0.0000       1.969717        53.5987
 296   0.0000       2.012142        54.7532
 297   0.0000       2.015404        54.8419
 298   0.0000       2.053595        55.8812
 299   0.0000       2.068992        56.3001
 300   0.0000       2.069633        56.3176
 301   0.0000       2.073897        56.4336
 302   0.0000       2.100648        57.1615
 303   0.0000       2.118061        57.6354
 304   0.0000       2.124711        57.8163
 305   0.0000       2.135558        58.1115
 306   0.0000       2.159082        58.7516
 307   0.0000       2.164053        58.8869
 308   0.0000       2.183360        59.4123
 309   0.0000       2.185958        59.4830
 310   0.0000       2.190270        59.6003
 311   0.0000       2.200078        59.8672
 312   0.0000       2.208889        60.1069
 313   0.0000       2.226528        60.5869
 314   0.0000       2.241772        61.0017
 315   0.0000       2.244471        61.0752
 316   0.0000       2.250425        61.2372
 317   0.0000       2.250497        61.2391
 318   0.0000       2.255821        61.3840
 319   0.0000       2.259545        61.4853
 320   0.0000       2.262213        61.5580
 321   0.0000       2.264964        61.6328
 322   0.0000       2.274751        61.8991
 323   0.0000       2.286048        62.2065
 324   0.0000       2.300264        62.5934
 325   0.0000       2.302174        62.6453
 326   0.0000       2.315522        63.0086
 327   0.0000       2.327847        63.3439
 328   0.0000       2.336672        63.5841
 329   0.0000       2.351648        63.9916
 330   0.0000       2.353644        64.0459
 331   0.0000       2.358297        64.1725
 332   0.0000       2.363948        64.3263
 333   0.0000       2.390579        65.0510
 334   0.0000       2.390649        65.0529
 335   0.0000       2.401531        65.3490
 336   0.0000       2.402918        65.3867
 337   0.0000       2.419453        65.8367
 338   0.0000       2.419574        65.8399
 339   0.0000       2.440106        66.3987
 340   0.0000       2.448462        66.6260
 341   0.0000       2.450858        66.6912
 342   0.0000       2.462656        67.0123
 343   0.0000       2.468107        67.1606
 344   0.0000       2.469169        67.1895
 345   0.0000       2.484982        67.6198
 346   0.0000       2.507277        68.2265
 347   0.0000       2.521722        68.6195
 348   0.0000       2.534564        68.9690
 349   0.0000       2.577856        70.1470
 350   0.0000       2.578206        70.1565
 351   0.0000       2.605825        70.9081
 352   0.0000       2.619843        71.2896
 353   0.0000       2.662446        72.4488
 354   0.0000       2.696071        73.3638
 355   0.0000       2.704219        73.5855
 356   0.0000       2.779051        75.6218
 357   0.0000       2.781481        75.6879
 358   0.0000       2.793397        76.0122
 359   0.0000       2.810029        76.4648
 360   0.0000       2.915904        79.3458
 361   0.0000       2.928130        79.6785
 362   0.0000       2.933663        79.8290
 363   0.0000       2.940988        80.0284
 364   0.0000       2.943810        80.1051
 365   0.0000       2.952320        80.3367
 366   0.0000       2.964650        80.6722
 367   0.0000       2.966034        80.7099
 368   0.0000       2.973730        80.9193
 369   0.0000       2.986206        81.2588
 370   0.0000       2.999518        81.6210
 371   0.0000       3.012922        81.9858
 372   0.0000       3.042019        82.7775
 373   0.0000       3.050432        83.0065
 374   0.0000       3.054546        83.1184
 375   0.0000       3.060267        83.2741
 376   0.0000       3.065738        83.4230
 377   0.0000       3.072933        83.6188
 378   0.0000       3.073342        83.6299
 379   0.0000       3.075751        83.6954
 380   0.0000       3.170168        86.2647
 381   0.0000       3.180692        86.5510
 382   0.0000       3.185979        86.6949
 383   0.0000       3.205509        87.2263
 384   0.0000       3.207892        87.2912
 385   0.0000       3.260928        88.7343
 386   0.0000       3.267991        88.9266
 387   0.0000       3.287312        89.4523
 388   0.0000       3.357676        91.3670
 389   0.0000       3.375655        91.8562
 390   0.0000       3.382141        92.0327
 391   0.0000       3.385793        92.1321
 392   0.0000       3.406042        92.6831
 393   0.0000       3.429832        93.3305
 394   0.0000       3.459874        94.1480
 395   0.0000       3.483438        94.7892
 396   0.0000       3.629962        98.7763
 397   0.0000       3.642439        99.1158
 398   0.0000       3.667213        99.7899
 399   0.0000       3.699854       100.6781
 400   0.0000       3.706063       100.8471
 401   0.0000       3.717595       101.1609
 402   0.0000       3.750146       102.0467
 403   0.0000       3.752215       102.1030
 404   0.0000       3.796383       103.3048
 405   0.0000       3.818185       103.8981
 406   0.0000       3.859127       105.0122
 407   0.0000       3.859429       105.0204
 408   0.0000       3.869523       105.2951
 409   0.0000       3.881285       105.6151
 410   0.0000       3.885013       105.7166
 411   0.0000       3.886559       105.7587
 412   0.0000       3.886650       105.7611
 413   0.0000       3.915222       106.5386
 414   0.0000       3.915321       106.5413
 415   0.0000       3.934972       107.0760
 416   0.0000       3.956974       107.6747
 417   0.0000       3.968897       107.9992
 418   0.0000       4.027675       109.5986
 419   0.0000       4.033781       109.7648
 420   0.0000       4.047622       110.1414
 421   0.0000       4.048533       110.1662
 422   0.0000       4.073700       110.8510
 423   0.0000       4.076964       110.9398
 424   0.0000       4.083489       111.1174
 425   0.0000       4.092455       111.3614
 426   0.0000       4.129217       112.3617
 427   0.0000       4.133794       112.4863
 428   0.0000       4.135869       112.5427
 429   0.0000       4.149799       112.9218
 430   0.0000       4.162356       113.2635
 431   0.0000       4.167782       113.4111
 432   0.0000       4.168682       113.4356
 433   0.0000       4.169988       113.4712
 434   0.0000       4.174167       113.5849
 435   0.0000       4.187077       113.9362
 436   0.0000       4.189317       113.9971
 437   0.0000       4.189417       113.9998
 438   0.0000       4.203429       114.3811
 439   0.0000       4.246843       115.5625
 440   0.0000       4.247785       115.5881
 441   0.0000       4.250136       115.6521
 442   0.0000       4.252309       115.7112
 443   0.0000       4.265013       116.0569
 444   0.0000       4.265238       116.0630
 445   0.0000       4.276271       116.3633
 446   0.0000       4.282864       116.5427
 447   0.0000       4.283559       116.5616
 448   0.0000       4.291110       116.7670
 449   0.0000       4.331306       117.8608
 450   0.0000       4.336870       118.0122
 451   0.0000       4.353720       118.4708
 452   0.0000       4.364049       118.7518
 453   0.0000       4.384547       119.3096
 454   0.0000       4.391670       119.5034
 455   0.0000       4.414266       120.1183
 456   0.0000       4.460425       121.3743
 457   0.0000       4.475630       121.7881
 458   0.0000       4.478765       121.8734
 459   0.0000       4.486319       122.0790
 460   0.0000       4.490514       122.1931
 461   0.0000       4.494815       122.3101
 462   0.0000       4.499631       122.4412
 463   0.0000       4.502317       122.5143
 464   0.0000       4.531925       123.3199
 465   0.0000       4.537808       123.4800
 466   0.0000       4.543832       123.6440
 467   0.0000       4.548027       123.7581
 468   0.0000       4.550349       123.8213
 469   0.0000       4.602197       125.2322
 470   0.0000       4.603193       125.2593
 471   0.0000       4.609650       125.4349
 472   0.0000       4.609768       125.4382
 473   0.0000       4.615547       125.5954
 474   0.0000       4.616549       125.6227
 475   0.0000       4.630980       126.0154
 476   0.0000       4.645505       126.4106
 477   0.0000       4.671410       127.1155
 478   0.0000       4.671649       127.1220
 479   0.0000       4.687714       127.5592
 480   0.0000       4.697390       127.8225
 481   0.0000       4.705759       128.0502
 482   0.0000       4.712844       128.2430
 483   0.0000       4.716372       128.3390
 484   0.0000       4.744223       129.0969
 485   0.0000       4.745862       129.1415
 486   0.0000       4.746779       129.1664
 487   0.0000       4.753167       129.3403
 488   0.0000       4.762542       129.5954
 489   0.0000       4.782005       130.1250
 490   0.0000       4.796746       130.5261
 491   0.0000       4.802337       130.6782
 492   0.0000       4.865455       132.3958
 493   0.0000       4.899373       133.3187
 494   0.0000       4.943681       134.5244
 495   0.0000       4.980542       135.5274
 496   0.0000       5.030611       136.8899
 497   0.0000       5.043867       137.2506
 498   0.0000       5.049572       137.4058
 499   0.0000       5.119067       139.2969
 500   0.0000       5.207029       141.6905
 501   0.0000       5.215501       141.9210
 502   0.0000       5.219996       142.0433
 503   0.0000       5.241696       142.6338
 504   0.0000       5.243170       142.6739
 505   0.0000       5.245666       142.7418
 506   0.0000       5.347394       145.5100
 507   0.0000       5.355426       145.7286
 508   0.0000       5.358015       145.7990
 509   0.0000       5.359108       145.8287
 510   0.0000       5.386303       146.5687
 511   0.0000       5.389689       146.6609
 512   0.0000       5.393548       146.7659
 513   0.0000       5.402045       146.9971
 514   0.0000       5.447181       148.2253
 515   0.0000       5.460910       148.5989
 516   0.0000       5.470955       148.8722
 517   0.0000       5.477733       149.0567
 518   0.0000       5.478790       149.0854
 519   0.0000       5.480508       149.1322
 520   0.0000       5.507086       149.8554
 521   0.0000       5.508723       149.9000
 522   0.0000       5.513542       150.0311
 523   0.0000       5.513661       150.0343
 524   0.0000       5.554787       151.1534
 525   0.0000       5.569554       151.5553
 526   0.0000       5.613771       152.7585
 527   0.0000       5.617522       152.8606
 528   0.0000       5.622459       152.9949
 529   0.0000       5.627137       153.1222
 530   0.0000       5.684914       154.6944
 531   0.0000       5.735393       156.0680
 532   0.0000       5.771334       157.0460
 533   0.0000       5.809812       158.0930
 534   0.0000       5.816049       158.2627
 535   0.0000       5.832757       158.7174
 536   0.0000       5.840263       158.9216
 537   0.0000       5.843600       159.0124
 538   0.0000       5.846921       159.1028
 539   0.0000       5.850278       159.1942
 540   0.0000       6.521704       177.4646
 541   0.0000       6.605982       179.7579
 542   0.0000       6.623990       180.2479
 543   0.0000       6.658721       181.1930
 544   0.0000       6.658929       181.1987
 545   0.0000       6.662312       181.2907
 546   0.0000       6.665792       181.3854
 547   0.0000       6.708752       182.5544
 548   0.0000       6.816223       185.4789
 549   0.0000       6.817045       185.5012
 550   0.0000       6.874106       187.0539
 551   0.0000       6.884993       187.3502
 552   0.0000       6.893596       187.5843
 553   0.0000       6.968239       189.6154
 554   0.0000       7.102287       193.2631
 555   0.0000       7.173334       195.1963
 556   0.0000       7.254211       197.3971
 557   0.0000       7.299985       198.6427
 558   0.0000      31.565046       858.9286
 559   0.0000      31.571001       859.0906
 560   0.0000      31.621712       860.4705
 561   0.0000      31.622848       860.5014
 562   0.0000      31.636854       860.8826
 563   0.0000      31.647421       861.1701
 564   0.0000      31.850098       866.6852
 565   0.0000      31.875559       867.3781
 566   0.0000      32.202709       876.2803
 567   0.0000      32.241717       877.3417
 568   0.0000      33.249340       904.7605
 569   0.0000      33.259048       905.0247

                 SPIN DOWN ORBITALS
  NO   OCC          E(Eh)            E(eV)
   0   1.0000    -323.657619     -8807.1716
   1   1.0000    -323.657618     -8807.1715
   2   1.0000     -39.257516     -1068.2513
   3   1.0000     -39.257513     -1068.2512
   4   1.0000     -34.427577      -936.8220
   5   1.0000     -34.427575      -936.8219
   6   1.0000     -34.427311      -936.8148
   7   1.0000     -34.427309      -936.8147
   8   1.0000     -34.417386      -936.5447
   9   1.0000     -34.417384      -936.5446
  10   1.0000     -14.766641      -401.8207
  11   1.0000     -14.766639      -401.8207
  12   1.0000     -14.641780      -398.4231
  13   1.0000     -14.641780      -398.4231
  14   1.0000     -14.641778      -398.4230
  15   1.0000     -14.641778      -398.4230
  16   1.0000     -14.628956      -398.0741
  17   1.0000     -14.628955      -398.0741
  18   1.0000     -14.628921      -398.0732
  19   1.0000     -14.628919      -398.0731
  20   1.0000     -14.598272      -397.2392
  21   1.0000     -14.598272      -397.2392
  22   1.0000      -4.667541      -127.0103
  23   1.0000      -4.667540      -127.0102
  24   1.0000      -3.142975       -85.5247
  25   1.0000      -3.142970       -85.5246
  26   1.0000      -3.142408       -85.5093
  27   1.0000      -3.142399       -85.5090
  28   1.0000      -3.137657       -85.3800
  29   1.0000      -3.137656       -85.3800
  30   1.0000      -1.384687       -37.6792
  31   1.0000      -1.376396       -37.4536
  32   1.0000      -1.212163       -32.9846
  33   1.0000      -1.204800       -32.7843
  34   1.0000      -1.204773       -32.7835
  35   1.0000      -1.204021       -32.7631
  36   1.0000      -1.194776       -32.5115
  37   1.0000      -1.194678       -32.5088
  38   1.0000      -1.161818       -31.6147
  39   1.0000      -1.161698       -31.6114
  40   1.0000      -0.819062       -22.2878
  41   1.0000      -0.818371       -22.2690
  42   1.0000      -0.797096       -21.6901
  43   1.0000      -0.795437       -21.6449
  44   1.0000      -0.795413       -21.6443
  45   1.0000      -0.792000       -21.5514
  46   1.0000      -0.790732       -21.5169
  47   1.0000      -0.781939       -21.2777
  48   1.0000      -0.779534       -21.2122
  49   1.0000      -0.762868       -20.7587
  50   1.0000      -0.757675       -20.6174
  51   1.0000      -0.757183       -20.6040
  52   1.0000      -0.756541       -20.5865
  53   1.0000      -0.748454       -20.3665
  54   1.0000      -0.744907       -20.2699
  55   1.0000      -0.742802       -20.2127
  56   1.0000      -0.737237       -20.0612
  57   1.0000      -0.735850       -20.0235
  58   1.0000      -0.717124       -19.5139
  59   1.0000      -0.699768       -19.0416
  60   1.0000      -0.644352       -17.5337
  61   1.0000      -0.641693       -17.4613
  62   1.0000      -0.632738       -17.2177
  63   1.0000      -0.630620       -17.1600
  64   1.0000      -0.623434       -16.9645
  65   1.0000      -0.621874       -16.9221
  66   1.0000      -0.621678       -16.9167
  67   1.0000      -0.619947       -16.8696
  68   1.0000      -0.609780       -16.5930
  69   1.0000      -0.608303       -16.5528
  70   1.0000      -0.604817       -16.4579
  71   1.0000      -0.604373       -16.4458
  72   1.0000      -0.532075       -14.4785
  73   1.0000      -0.529500       -14.4084
  74   1.0000      -0.501433       -13.6447
  75   1.0000      -0.481541       -13.1034
  76   1.0000      -0.480349       -13.0710
  77   1.0000      -0.477760       -13.0005
  78   0.0000      -0.361318        -9.8320
  79   0.0000      -0.322303        -8.7703
  80   0.0000      -0.237321        -6.4578
  81   0.0000      -0.224793        -6.1169
  82   0.0000      -0.221773        -6.0348
  83   0.0000      -0.210683        -5.7330
  84   0.0000      -0.175903        -4.7866
  85   0.0000      -0.168596        -4.5877
  86   0.0000      -0.163447        -4.4476
  87   0.0000      -0.161121        -4.3843
  88   0.0000      -0.157061        -4.2738
  89   0.0000      -0.153032        -4.1642
  90   0.0000      -0.143023        -3.8919
  91   0.0000      -0.140846        -3.8326
  92   0.0000      -0.117961        -3.2099
  93   0.0000      -0.100180        -2.7260
  94   0.0000      -0.096573        -2.6279
  95   0.0000      -0.096469        -2.6251
  96   0.0000      -0.092638        -2.5208
  97   0.0000      -0.092037        -2.5044
  98   0.0000      -0.081270        -2.2115
  99   0.0000      -0.079458        -2.1622
 100   0.0000      -0.077047        -2.0966
 101   0.0000      -0.071897        -1.9564
 102   0.0000      -0.042741        -1.1630
 103   0.0000      -0.041526        -1.1300
 104   0.0000      -0.037159        -1.0111
 105   0.0000      -0.036795        -1.0012
 106   0.0000      -0.026582        -0.7233
 107   0.0000       0.004294         0.1168
 108   0.0000       0.006315         0.1718
 109   0.0000       0.028766         0.7828
 110   0.0000       0.039069         1.0631
 111   0.0000       0.046059         1.2533
 112   0.0000       0.050011         1.3609
 113   0.0000       0.063310         1.7228
 114   0.0000       0.065477         1.7817
 115   0.0000       0.067660         1.8411
 116   0.0000       0.071629         1.9491
 117   0.0000       0.073113         1.9895
 118   0.0000       0.081013         2.2045
 119   0.0000       0.082157         2.2356
 120   0.0000       0.089712         2.4412
 121   0.0000       0.116467         3.1692
 122   0.0000       0.121501         3.3062
 123   0.0000       0.124512         3.3881
 124   0.0000       0.139047         3.7837
 125   0.0000       0.139266         3.7896
 126   0.0000       0.145711         3.9650
 127   0.0000       0.148193         4.0325
 128   0.0000       0.156286         4.2528
 129   0.0000       0.161971         4.4075
 130   0.0000       0.168533         4.5860
 131   0.0000       0.169202         4.6042
 132   0.0000       0.190247         5.1769
 133   0.0000       0.192841         5.2475
 134   0.0000       0.210307         5.7227
 135   0.0000       0.216914         5.9025
 136   0.0000       0.222104         6.0438
 137   0.0000       0.230170         6.2632
 138   0.0000       0.230273         6.2661
 139   0.0000       0.242641         6.6026
 140   0.0000       0.248463         6.7610
 141   0.0000       0.254004         6.9118
 142   0.0000       0.260087         7.0773
 143   0.0000       0.260131         7.0785
 144   0.0000       0.285783         7.7766
 145   0.0000       0.287309         7.8181
 146   0.0000       0.287683         7.8283
 147   0.0000       0.297683         8.1004
 148   0.0000       0.305517         8.3135
 149   0.0000       0.305729         8.3193
 150   0.0000       0.313372         8.5273
 151   0.0000       0.314323         8.5532
 152   0.0000       0.317665         8.6441
 153   0.0000       0.321792         8.7564
 154   0.0000       0.330439         8.9917
 155   0.0000       0.332981         9.0609
 156   0.0000       0.340769         9.2728
 157   0.0000       0.343495         9.3470
 158   0.0000       0.349395         9.5075
 159   0.0000       0.352538         9.5931
 160   0.0000       0.357037         9.7155
 161   0.0000       0.366896         9.9838
 162   0.0000       0.370968        10.0946
 163   0.0000       0.381328        10.3765
 164   0.0000       0.382199        10.4002
 165   0.0000       0.401613        10.9284
 166   0.0000       0.416806        11.3419
 167   0.0000       0.423702        11.5295
 168   0.0000       0.441114        12.0033
 169   0.0000       0.461894        12.5688
 170   0.0000       0.465472        12.6661
 171   0.0000       0.475245        12.9321
 172   0.0000       0.476311        12.9611
 173   0.0000       0.479045        13.0355
 174   0.0000       0.530126        14.4255
 175   0.0000       0.530309        14.4305
 176   0.0000       0.545935        14.8557
 177   0.0000       0.551746        15.0138
 178   0.0000       0.556118        15.1327
 179   0.0000       0.570068        15.5123
 180   0.0000       0.601299        16.3622
 181   0.0000       0.609405        16.5828
 182   0.0000       0.629618        17.1328
 183   0.0000       0.657829        17.9004
 184   0.0000       0.658573        17.9207
 185   0.0000       0.672117        18.2892
 186   0.0000       0.675626        18.3847
 187   0.0000       0.702567        19.1178
 188   0.0000       0.730698        19.8833
 189   0.0000       0.738403        20.0930
 190   0.0000       0.756988        20.5987
 191   0.0000       0.759993        20.6805
 192   0.0000       0.779867        21.2213
 193   0.0000       0.786654        21.4059
 194   0.0000       0.814369        22.1601
 195   0.0000       0.818429        22.2706
 196   0.0000       0.828284        22.5387
 197   0.0000       0.833671        22.6853
 198   0.0000       0.850928        23.1549
 199   0.0000       0.851566        23.1723
 200   0.0000       0.857679        23.3386
 201   0.0000       0.861759        23.4497
 202   0.0000       0.866242        23.5716
 203   0.0000       0.887736        24.1565
 204   0.0000       0.898456        24.4482
 205   0.0000       0.899992        24.4900
 206   0.0000       0.918527        24.9944
 207   0.0000       0.924747        25.1636
 208   0.0000       0.934685        25.4341
 209   0.0000       0.947584        25.7851
 210   0.0000       0.964631        26.2489
 211   0.0000       0.977405        26.5965
 212   0.0000       1.002031        27.2667
 213   0.0000       1.004298        27.3283
 214   0.0000       1.005568        27.3629
 215   0.0000       1.016958        27.6728
 216   0.0000       1.021192        27.7881
 217   0.0000       1.029515        28.0145
 218   0.0000       1.033511        28.1233
 219   0.0000       1.038184        28.2504
 220   0.0000       1.052319        28.6351
 221   0.0000       1.068121        29.0650
 222   0.0000       1.078450        29.3461
 223   0.0000       1.083851        29.4931
 224   0.0000       1.088941        29.6316
 225   0.0000       1.094533        29.7838
 226   0.0000       1.111307        30.2402
 227   0.0000       1.111870        30.2555
 228   0.0000       1.132496        30.8168
 229   0.0000       1.152564        31.3629
 230   0.0000       1.162815        31.6418
 231   0.0000       1.163101        31.6496
 232   0.0000       1.244580        33.8668
 233   0.0000       1.267421        34.4883
 234   0.0000       1.281545        34.8726
 235   0.0000       1.288682        35.0668
 236   0.0000       1.305968        35.5372
 237   0.0000       1.310566        35.6623
 238   0.0000       1.330893        36.2154
 239   0.0000       1.359811        37.0023
 240   0.0000       1.379126        37.5279
 241   0.0000       1.382366        37.6161
 242   0.0000       1.384641        37.6780
 243   0.0000       1.403124        38.1810
 244   0.0000       1.403888        38.2017
 245   0.0000       1.422385        38.7051
 246   0.0000       1.422714        38.7140
 247   0.0000       1.472375        40.0654
 248   0.0000       1.499473        40.8027
 249   0.0000       1.509528        41.0763
 250   0.0000       1.509643        41.0795
 251   0.0000       1.537230        41.8301
 252   0.0000       1.544802        42.0362
 253   0.0000       1.557267        42.3754
 254   0.0000       1.562132        42.5078
 255   0.0000       1.575490        42.8713
 256   0.0000       1.578886        42.9637
 257   0.0000       1.582658        43.0663
 258   0.0000       1.584965        43.1291
 259   0.0000       1.593368        43.3577
 260   0.0000       1.597358        43.4663
 261   0.0000       1.609614        43.7998
 262   0.0000       1.611736        43.8576
 263   0.0000       1.617952        44.0267
 264   0.0000       1.626630        44.2628
 265   0.0000       1.635628        44.5077
 266   0.0000       1.658064        45.1182
 267   0.0000       1.660870        45.1946
 268   0.0000       1.676444        45.6184
 269   0.0000       1.678126        45.6641
 270   0.0000       1.688977        45.9594
 271   0.0000       1.701095        46.2891
 272   0.0000       1.729458        47.0610
 273   0.0000       1.739462        47.3332
 274   0.0000       1.740469        47.3606
 275   0.0000       1.742217        47.4081
 276   0.0000       1.759534        47.8793
 277   0.0000       1.772109        48.2215
 278   0.0000       1.777699        48.3737
 279   0.0000       1.780386        48.4468
 280   0.0000       1.803926        49.0873
 281   0.0000       1.811042        49.2810
 282   0.0000       1.811886        49.3039
 283   0.0000       1.838656        50.0324
 284   0.0000       1.843325        50.1594
 285   0.0000       1.844015        50.1782
 286   0.0000       1.851178        50.3731
 287   0.0000       1.861454        50.6527
 288   0.0000       1.885625        51.3105
 289   0.0000       1.920429        52.2575
 290   0.0000       1.923852        52.3507
 291   0.0000       1.949662        53.0530
 292   0.0000       1.958542        53.2946
 293   0.0000       1.960486        53.3475
 294   0.0000       1.962924        53.4139
 295   0.0000       1.972782        53.6821
 296   0.0000       2.014668        54.8219
 297   0.0000       2.018267        54.9198
 298   0.0000       2.056789        55.9681
 299   0.0000       2.072721        56.4016
 300   0.0000       2.072754        56.4025
 301   0.0000       2.077127        56.5215
 302   0.0000       2.103197        57.2309
 303   0.0000       2.121392        57.7260
 304   0.0000       2.126118        57.8546
 305   0.0000       2.138461        58.1905
 306   0.0000       2.161692        58.8226
 307   0.0000       2.165359        58.9224
 308   0.0000       2.187662        59.5293
 309   0.0000       2.187836        59.5340
 310   0.0000       2.192131        59.6509
 311   0.0000       2.201414        59.9035
 312   0.0000       2.211380        60.1747
 313   0.0000       2.229560        60.6694
 314   0.0000       2.243447        61.0473
 315   0.0000       2.248018        61.1717
 316   0.0000       2.252479        61.2931
 317   0.0000       2.255098        61.3643
 318   0.0000       2.258980        61.4700
 319   0.0000       2.261473        61.5378
 320   0.0000       2.267981        61.7149
 321   0.0000       2.270303        61.7781
 322   0.0000       2.276634        61.9504
 323   0.0000       2.290504        62.3278
 324   0.0000       2.301695        62.6323
 325   0.0000       2.308513        62.8178
 326   0.0000       2.317079        63.0509
 327   0.0000       2.329954        63.4013
 328   0.0000       2.338437        63.6321
 329   0.0000       2.355867        64.1064
 330   0.0000       2.358644        64.1820
 331   0.0000       2.363149        64.3045
 332   0.0000       2.374366        64.6098
 333   0.0000       2.393100        65.1196
 334   0.0000       2.394750        65.1645
 335   0.0000       2.402750        65.3822
 336   0.0000       2.405037        65.4444
 337   0.0000       2.423584        65.9491
 338   0.0000       2.425304        65.9959
 339   0.0000       2.443367        66.4874
 340   0.0000       2.450085        66.6702
 341   0.0000       2.452631        66.7395
 342   0.0000       2.462997        67.0216
 343   0.0000       2.468977        67.1843
 344   0.0000       2.473598        67.3100
 345   0.0000       2.489364        67.7390
 346   0.0000       2.514247        68.4161
 347   0.0000       2.524708        68.7008
 348   0.0000       2.539419        69.1011
 349   0.0000       2.579884        70.2022
 350   0.0000       2.581631        70.2498
 351   0.0000       2.607677        70.9585
 352   0.0000       2.626051        71.4585
 353   0.0000       2.665340        72.5276
 354   0.0000       2.711073        73.7720
 355   0.0000       2.716753        73.9266
 356   0.0000       2.784193        75.7617
 357   0.0000       2.787475        75.8511
 358   0.0000       2.799070        76.1666
 359   0.0000       2.815632        76.6173
 360   0.0000       2.918012        79.4031
 361   0.0000       2.929723        79.7218
 362   0.0000       2.941366        80.0386
 363   0.0000       2.942917        80.0808
 364   0.0000       2.944736        80.1303
 365   0.0000       2.960534        80.5602
 366   0.0000       2.965887        80.7059
 367   0.0000       2.967908        80.7609
 368   0.0000       2.978727        81.0553
 369   0.0000       2.994223        81.4770
 370   0.0000       3.002377        81.6988
 371   0.0000       3.016142        82.0734
 372   0.0000       3.043269        82.8116
 373   0.0000       3.051086        83.0243
 374   0.0000       3.056293        83.1660
 375   0.0000       3.061281        83.3017
 376   0.0000       3.067102        83.4601
 377   0.0000       3.074486        83.6610
 378   0.0000       3.074773        83.6688
 379   0.0000       3.078339        83.7659
 380   0.0000       3.172438        86.3264
 381   0.0000       3.184404        86.6520
 382   0.0000       3.188771        86.7709
 383   0.0000       3.208561        87.3094
 384   0.0000       3.212741        87.4231
 385   0.0000       3.264058        88.8195
 386   0.0000       3.270788        89.0027
 387   0.0000       3.296664        89.7068
 388   0.0000       3.359467        91.4158
 389   0.0000       3.378386        91.9306
 390   0.0000       3.384171        92.0880
 391   0.0000       3.387755        92.1855
 392   0.0000       3.409345        92.7730
 393   0.0000       3.432235        93.3959
 394   0.0000       3.463010        94.2333
 395   0.0000       3.485154        94.8359
 396   0.0000       3.631145        98.8085
 397   0.0000       3.643617        99.1479
 398   0.0000       3.672127        99.9237
 399   0.0000       3.706046       100.8467
 400   0.0000       3.711344       100.9908
 401   0.0000       3.724487       101.3484
 402   0.0000       3.755975       102.2053
 403   0.0000       3.757241       102.2397
 404   0.0000       3.804186       103.5172
 405   0.0000       3.825340       104.0928
 406   0.0000       3.865391       105.1826
 407   0.0000       3.866566       105.2146
 408   0.0000       3.872507       105.3763
 409   0.0000       3.885367       105.7262
 410   0.0000       3.887841       105.7935
 411   0.0000       3.891021       105.8801
 412   0.0000       3.895361       105.9981
 413   0.0000       3.918467       106.6269
 414   0.0000       3.919362       106.6513
 415   0.0000       3.937852       107.1544
 416   0.0000       3.960555       107.7722
 417   0.0000       3.971576       108.0721
 418   0.0000       4.032579       109.7320
 419   0.0000       4.035529       109.8123
 420   0.0000       4.049081       110.1811
 421   0.0000       4.058539       110.4385
 422   0.0000       4.076838       110.9364
 423   0.0000       4.080241       111.0290
 424   0.0000       4.086839       111.2085
 425   0.0000       4.095735       111.4506
 426   0.0000       4.133724       112.4843
 427   0.0000       4.137377       112.5838
 428   0.0000       4.139510       112.6418
 429   0.0000       4.153254       113.0158
 430   0.0000       4.164872       113.3319
 431   0.0000       4.168788       113.4385
 432   0.0000       4.169941       113.4699
 433   0.0000       4.171726       113.5184
 434   0.0000       4.175795       113.6292
 435   0.0000       4.189628       114.0056
 436   0.0000       4.191396       114.0537
 437   0.0000       4.192172       114.0748
 438   0.0000       4.204926       114.4219
 439   0.0000       4.248620       115.6108
 440   0.0000       4.249455       115.6336
 441   0.0000       4.251844       115.6986
 442   0.0000       4.254005       115.7574
 443   0.0000       4.270186       116.1977
 444   0.0000       4.271654       116.2376
 445   0.0000       4.280893       116.4890
 446   0.0000       4.282913       116.5440
 447   0.0000       4.283544       116.5612
 448   0.0000       4.293443       116.8305
 449   0.0000       4.336223       117.9946
 450   0.0000       4.342758       118.1724
 451   0.0000       4.358365       118.5971
 452   0.0000       4.368784       118.8807
 453   0.0000       4.387183       119.3813
 454   0.0000       4.396903       119.6458
 455   0.0000       4.420009       120.2746
 456   0.0000       4.464218       121.4776
 457   0.0000       4.477333       121.8344
 458   0.0000       4.482285       121.9692
 459   0.0000       4.491152       122.2105
 460   0.0000       4.493382       122.2711
 461   0.0000       4.500041       122.4523
 462   0.0000       4.503371       122.5430
 463   0.0000       4.504169       122.5647
 464   0.0000       4.537628       123.4751
 465   0.0000       4.544093       123.6511
 466   0.0000       4.548209       123.7631
 467   0.0000       4.554095       123.9232
 468   0.0000       4.554801       123.9424
 469   0.0000       4.606122       125.3390
 470   0.0000       4.608579       125.4058
 471   0.0000       4.612698       125.5179
 472   0.0000       4.612709       125.5182
 473   0.0000       4.620760       125.7373
 474   0.0000       4.623373       125.8084
 475   0.0000       4.634563       126.1129
 476   0.0000       4.653772       126.6356
 477   0.0000       4.677223       127.2737
 478   0.0000       4.678524       127.3091
 479   0.0000       4.690940       127.6470
 480   0.0000       4.702325       127.9568
 481   0.0000       4.711174       128.1976
 482   0.0000       4.716504       128.3426
 483   0.0000       4.720345       128.4471
 484   0.0000       4.747929       129.1977
 485   0.0000       4.748658       129.2176
 486   0.0000       4.750986       129.2809
 487   0.0000       4.757123       129.4479
 488   0.0000       4.766971       129.7159
 489   0.0000       4.784524       130.1935
 490   0.0000       4.799338       130.5966
 491   0.0000       4.805259       130.7577
 492   0.0000       4.872516       132.5879
 493   0.0000       4.905915       133.4967
 494   0.0000       4.951117       134.7267
 495   0.0000       4.986191       135.6811
 496   0.0000       5.032840       136.9505
 497   0.0000       5.047375       137.3461
 498   0.0000       5.051742       137.4649
 499   0.0000       5.128358       139.5497
 500   0.0000       5.210650       141.7890
 501   0.0000       5.217660       141.9798
 502   0.0000       5.224629       142.1694
 503   0.0000       5.245692       142.7425
 504   0.0000       5.247016       142.7786
 505   0.0000       5.248321       142.8141
 506   0.0000       5.347519       145.5134
 507   0.0000       5.355976       145.7435
 508   0.0000       5.358676       145.8170
 509   0.0000       5.359563       145.8411
 510   0.0000       5.388449       146.6272
 511   0.0000       5.391754       146.7171
 512   0.0000       5.397425       146.8714
 513   0.0000       5.404071       147.0523
 514   0.0000       5.463192       148.6610
 515   0.0000       5.482141       149.1766
 516   0.0000       5.482945       149.1985
 517   0.0000       5.484541       149.2420
 518   0.0000       5.514809       150.0656
 519   0.0000       5.523855       150.3117
 520   0.0000       5.527854       150.4206
 521   0.0000       5.530282       150.4866
 522   0.0000       5.530555       150.4941
 523   0.0000       5.531620       150.5230
 524   0.0000       5.574382       151.6866
 525   0.0000       5.594475       152.2334
 526   0.0000       5.616918       152.8441
 527   0.0000       5.626659       153.1092
 528   0.0000       5.672048       154.3443
 529   0.0000       5.673926       154.3954
 530   0.0000       5.697316       155.0318
 531   0.0000       5.748774       156.4321
 532   0.0000       5.785187       157.4230
 533   0.0000       5.814085       158.2093
 534   0.0000       5.819521       158.3572
 535   0.0000       5.836195       158.8109
 536   0.0000       5.842865       158.9924
 537   0.0000       5.853672       159.2865
 538   0.0000       5.858937       159.4298
 539   0.0000       5.861931       159.5113
 540   0.0000       6.526516       177.5955
 541   0.0000       6.609981       179.8667
 542   0.0000       6.625109       180.2784
 543   0.0000       6.671633       181.5444
 544   0.0000       6.671666       181.5453
 545   0.0000       6.675200       181.6414
 546   0.0000       6.675462       181.6486
 547   0.0000       6.718881       182.8300
 548   0.0000       6.819384       185.5649
 549   0.0000       6.825198       185.7231
 550   0.0000       6.878277       187.1674
 551   0.0000       6.892171       187.5455
 552   0.0000       6.904243       187.8740
 553   0.0000       6.978839       189.9039
 554   0.0000       7.133478       194.1118
 555   0.0000       7.176345       195.2783
 556   0.0000       7.306487       198.8196
 557   0.0000       7.329763       199.4530
 558   0.0000      31.566662       858.9725
 559   0.0000      31.572245       859.1245
 560   0.0000      31.624135       860.5365
 561   0.0000      31.625261       860.5671
 562   0.0000      31.637649       860.9042
 563   0.0000      31.648558       861.2010
 564   0.0000      31.852714       866.7564
 565   0.0000      31.878169       867.4491
 566   0.0000      32.205394       876.3533
 567   0.0000      32.244401       877.4148
 568   0.0000      33.249549       904.7662
 569   0.0000      33.259234       905.0298

                    ********************************






Input



----------------
ORBITAL ENERGIES
----------------

  NO   OCC          E(Eh)            E(eV)
   0   2.0000     -18.748802      -510.1808
   1   2.0000     -18.748574      -510.1746
   2   2.0000     -18.741984      -509.9953
   3   2.0000     -18.735806      -509.8272
   4   2.0000     -14.084012      -383.2454
   5   2.0000     -14.024817      -381.6347
   6   2.0000     -10.008755      -272.3521
   7   2.0000      -9.975075      -271.4356
   8   2.0000      -9.972852      -271.3751
   9   2.0000      -9.965287      -271.1692
  10   2.0000      -9.947073      -270.6736
  11   2.0000      -9.923339      -270.0278
  12   2.0000      -9.920328      -269.9459
  13   2.0000      -9.917688      -269.8740
  14   2.0000      -9.909085      -269.6399
  15   2.0000      -9.902374      -269.4573
  16   2.0000      -9.897544      -269.3259
  17   2.0000      -0.942816       -25.6553
  18   2.0000      -0.905094       -24.6289
  19   2.0000      -0.891640       -24.2628
  20   2.0000      -0.876139       -23.8410
  21   2.0000      -0.867334       -23.6014
  22   2.0000      -0.813163       -22.1273
  23   2.0000      -0.754541       -20.5321
  24   2.0000      -0.704646       -19.1744
  25   2.0000      -0.687080       -18.6964
  26   2.0000      -0.681438       -18.5429
  27   2.0000      -0.622623       -16.9424
  28   2.0000      -0.580376       -15.7928
  29   2.0000      -0.569076       -15.4853
  30   2.0000      -0.558307       -15.1923
  31   2.0000      -0.525834       -14.3087
  32   2.0000      -0.519873       -14.1465
  33   2.0000      -0.498843       -13.5742
  34   2.0000      -0.495519       -13.4837
  35   2.0000      -0.468530       -12.7493
  36   2.0000      -0.456243       -12.4150
  37   2.0000      -0.454240       -12.3605
  38   2.0000      -0.448813       -12.2128
  39   2.0000      -0.421345       -11.4654
  40   2.0000      -0.408465       -11.1149
  41   2.0000      -0.404342       -11.0027
  42   2.0000      -0.396784       -10.7971
  43   2.0000      -0.385798       -10.4981
  44   2.0000      -0.379090       -10.3156
  45   2.0000      -0.378366       -10.2959
  46   2.0000      -0.372976       -10.1492
  47   2.0000      -0.362890        -9.8747
  48   2.0000      -0.357117        -9.7176
  49   2.0000      -0.348338        -9.4787
  50   2.0000      -0.344833        -9.3834
  51   2.0000      -0.335755        -9.1364
  52   2.0000      -0.324738        -8.8366
  53   2.0000      -0.322086        -8.7644
  54   2.0000      -0.313576        -8.5328
  55   2.0000      -0.309413        -8.4195
  56   2.0000      -0.306202        -8.3322
  57   2.0000      -0.301245        -8.1973
  58   2.0000      -0.300017        -8.1639
  59   2.0000      -0.293306        -7.9813
  60   2.0000      -0.289468        -7.8768
  61   2.0000      -0.275299        -7.4913
  62   2.0000      -0.237291        -6.4570
  63   2.0000      -0.231394        -6.2966
  64   2.0000      -0.226464        -6.1624
  65   2.0000      -0.220713        -6.0059
  66   2.0000      -0.197035        -5.3616
  67   2.0000      -0.189331        -5.1520
  68   0.0000      -0.081559        -2.2193
  69   0.0000      -0.013355        -0.3634
  70   0.0000       0.038153         1.0382
  71   0.0000       0.045017         1.2250
  72   0.0000       0.051660         1.4057
  73   0.0000       0.052567         1.4304
  74   0.0000       0.056366         1.5338
  75   0.0000       0.069949         1.9034
  76   0.0000       0.076750         2.0885
  77   0.0000       0.084003         2.2858
  78   0.0000       0.086219         2.3461
  79   0.0000       0.091616         2.4930
  80   0.0000       0.100037         2.7221
  81   0.0000       0.100992         2.7481
  82   0.0000       0.111424         3.0320
  83   0.0000       0.116922         3.1816
  84   0.0000       0.122941         3.3454
  85   0.0000       0.124197         3.3796
  86   0.0000       0.132735         3.6119
  87   0.0000       0.141036         3.8378
  88   0.0000       0.142613         3.8807
  89   0.0000       0.143837         3.9140
  90   0.0000       0.146388         3.9834
  91   0.0000       0.149040         4.0556
  92   0.0000       0.161095         4.3836
  93   0.0000       0.167552         4.5593
  94   0.0000       0.175493         4.7754
  95   0.0000       0.187229         5.0947
  96   0.0000       0.189404         5.1539
  97   0.0000       0.193788         5.2732
  98   0.0000       0.210717         5.7339
  99   0.0000       0.211500         5.7552
 100   0.0000       0.212086         5.7711
 101   0.0000       0.223094         6.0707
 102   0.0000       0.233713         6.3597
 103   0.0000       0.257670         7.0116
 104   0.0000       0.263660         7.1746
 105   0.0000       0.274171         7.4606
 106   0.0000       0.294805         8.0221
 107   0.0000       0.300842         8.1863
 108   0.0000       0.351363         9.5611
 109   0.0000       0.358351         9.7512
 110   0.0000       0.375530        10.2187
 111   0.0000       0.383397        10.4328
 112   0.0000       0.390290        10.6203
 113   0.0000       0.393959        10.7202
 114   0.0000       0.399522        10.8715
 115   0.0000       0.409835        11.1522
 116   0.0000       0.416315        11.3285
 117   0.0000       0.432542        11.7701
 118   0.0000       0.448735        12.2107
 119   0.0000       0.461183        12.5494
 120   0.0000       0.475872        12.9491
 121   0.0000       0.480570        13.0770
 122   0.0000       0.494067        13.4442
 123   0.0000       0.504275        13.7220
 124   0.0000       0.508647        13.8410
 125   0.0000       0.521006        14.1773
 126   0.0000       0.530687        14.4407
 127   0.0000       0.532711        14.4958
 128   0.0000       0.544362        14.8129
 129   0.0000       0.548512        14.9258
 130   0.0000       0.553003        15.0480
 131   0.0000       0.559096        15.2138
 132   0.0000       0.565385        15.3849
 133   0.0000       0.577079        15.7031
 134   0.0000       0.580417        15.7940
 135   0.0000       0.585573        15.9343
 136   0.0000       0.588602        16.0167
 137   0.0000       0.592279        16.1167
 138   0.0000       0.600649        16.3445
 139   0.0000       0.608573        16.5601
 140   0.0000       0.611322        16.6349
 141   0.0000       0.617568        16.8049
 142   0.0000       0.622952        16.9514
 143   0.0000       0.626944        17.0600
 144   0.0000       0.634459        17.2645
 145   0.0000       0.635787        17.3006
 146   0.0000       0.638943        17.3865
 147   0.0000       0.643475        17.5098
 148   0.0000       0.647136        17.6095
 149   0.0000       0.647418        17.6171
 150   0.0000       0.652304        17.7501
 151   0.0000       0.656328        17.8596
 152   0.0000       0.656638        17.8680
 153   0.0000       0.664558        18.0836
 154   0.0000       0.675566        18.3831
 155   0.0000       0.682043        18.5593
 156   0.0000       0.684155        18.6168
 157   0.0000       0.690229        18.7821
 158   0.0000       0.700700        19.0670
 159   0.0000       0.702422        19.1139
 160   0.0000       0.709041        19.2940
 161   0.0000       0.712119        19.3777
 162   0.0000       0.722877        19.6705
 163   0.0000       0.732814        19.9409
 164   0.0000       0.749793        20.4029
 165   0.0000       0.755177        20.5494
 166   0.0000       0.788785        21.4639
 167   0.0000       0.803669        21.8689
 168   0.0000       0.818574        22.2745
 169   0.0000       0.849716        23.1219
 170   0.0000       0.861456        23.4414
 171   0.0000       0.870611        23.6905
 172   0.0000       0.911531        24.8040
 173   0.0000       0.913674        24.8623
 174   0.0000       0.928145        25.2561
 175   0.0000       0.931153        25.3380
 176   0.0000       0.936754        25.4904
 177   0.0000       0.956262        26.0212
 178   0.0000       0.961775        26.1712
 179   0.0000       0.981666        26.7125
 180   0.0000       0.985938        26.8287
 181   0.0000       0.994322        27.0569
 182   0.0000       0.996313        27.1111
 183   0.0000       1.007467        27.4146
 184   0.0000       1.026085        27.9212
 185   0.0000       1.038050        28.2468
 186   0.0000       1.059550        28.8318
 187   0.0000       1.078804        29.3557
 188   0.0000       1.090551        29.6754
 189   0.0000       1.098333        29.8872
 190   0.0000       1.133445        30.8426
 191   0.0000       1.148634        31.2559
 192   0.0000       1.162306        31.6279
 193   0.0000       1.167572        31.7713
 194   0.0000       1.188510        32.3410
 195   0.0000       1.193668        32.4814
 196   0.0000       1.214478        33.0476
 197   0.0000       1.225114        33.3371
 198   0.0000       1.235625        33.6231
 199   0.0000       1.236788        33.6547
 200   0.0000       1.254904        34.1477
 201   0.0000       1.277259        34.7560
 202   0.0000       1.290639        35.1201
 203   0.0000       1.297830        35.3158
 204   0.0000       1.307491        35.5786
 205   0.0000       1.311526        35.6884
 206   0.0000       1.338195        36.4141
 207   0.0000       1.339935        36.4615
 208   0.0000       1.357325        36.9347
 209   0.0000       1.361460        37.0472
 210   0.0000       1.394354        37.9423
 211   0.0000       1.397837        38.0371
 212   0.0000       1.409321        38.3496
 213   0.0000       1.422823        38.7170
 214   0.0000       1.432899        38.9912
 215   0.0000       1.461472        39.7687
 216   0.0000       1.472331        40.0642
 217   0.0000       1.477708        40.2105
 218   0.0000       1.481741        40.3202
 219   0.0000       1.487002        40.4634
 220   0.0000       1.498488        40.7759
 221   0.0000       1.517127        41.2831
 222   0.0000       1.525848        41.5204
 223   0.0000       1.550692        42.1965
 224   0.0000       1.569137        42.6984
 225   0.0000       1.588670        43.2299
 226   0.0000       1.590949        43.2919
 227   0.0000       1.599166        43.5155
 228   0.0000       1.606408        43.7126
 229   0.0000       1.652123        44.9565
 230   0.0000       1.657181        45.0942
 231   0.0000       1.676927        45.6315
 232   0.0000       1.683355        45.8064
 233   0.0000       1.688679        45.9513
 234   0.0000       1.690965        46.0135
 235   0.0000       1.700209        46.2650
 236   0.0000       1.707766        46.4707
 237   0.0000       1.719138        46.7801
 238   0.0000       1.721577        46.8465
 239   0.0000       1.729857        47.0718
 240   0.0000       1.735392        47.2224
 241   0.0000       1.741432        47.3868
 242   0.0000       1.751306        47.6555
 243   0.0000       1.754374        47.7389
 244   0.0000       1.757762        47.8311
 245   0.0000       1.758425        47.8492
 246   0.0000       1.774947        48.2988
 247   0.0000       1.781856        48.4868
 248   0.0000       1.789275        48.6887
 249   0.0000       1.790038        48.7094
 250   0.0000       1.798823        48.9485
 251   0.0000       1.806561        49.1590
 252   0.0000       1.811925        49.3050
 253   0.0000       1.824092        49.6361
 254   0.0000       1.827137        49.7189
 255   0.0000       1.832860        49.8746
 256   0.0000       1.838116        50.0177
 257   0.0000       1.851672        50.3866
 258   0.0000       1.868773        50.8519
 259   0.0000       1.873920        50.9920
 260   0.0000       1.884231        51.2725
 261   0.0000       1.890761        51.4502
 262   0.0000       1.898944        51.6729
 263   0.0000       1.908099        51.9220
 264   0.0000       1.913706        52.0746
 265   0.0000       1.930568        52.5334
 266   0.0000       1.951599        53.1057
 267   0.0000       1.963869        53.4396
 268   0.0000       1.976908        53.7944
 269   0.0000       1.987553        54.0841
 270   0.0000       2.001453        54.4623
 271   0.0000       2.018079        54.9147
 272   0.0000       2.027870        55.1812
 273   0.0000       2.050511        55.7972
 274   0.0000       2.063820        56.1594
 275   0.0000       2.075280        56.4713
 276   0.0000       2.099658        57.1346
 277   0.0000       2.115576        57.5677
 278   0.0000       2.126311        57.8599
 279   0.0000       2.140869        58.2560
 280   0.0000       2.172084        59.1054
 281   0.0000       2.178282        59.2741
 282   0.0000       2.179302        59.3018
 283   0.0000       2.186228        59.4903
 284   0.0000       2.198201        59.8161
 285   0.0000       2.213455        60.2312
 286   0.0000       2.224668        60.5363
 287   0.0000       2.248976        61.1978
 288   0.0000       2.268783        61.7367
 289   0.0000       2.283485        62.1368
 290   0.0000       2.291604        62.3577
 291   0.0000       2.308980        62.8305
 292   0.0000       2.312048        62.9140
 293   0.0000       2.323642        63.2295
 294   0.0000       2.333461        63.4967
 295   0.0000       2.344089        63.7859
 296   0.0000       2.358268        64.1717
 297   0.0000       2.393546        65.1317
 298   0.0000       2.405244        65.4500
 299   0.0000       2.430332        66.1327
 300   0.0000       2.445674        66.5502
 301   0.0000       2.462213        67.0002
 302   0.0000       2.468076        67.1598
 303   0.0000       2.473505        67.3075
 304   0.0000       2.482662        67.5567
 305   0.0000       2.507667        68.2371
 306   0.0000       2.513432        68.3940
 307   0.0000       2.523744        68.6746
 308   0.0000       2.539957        69.1158
 309   0.0000       2.556108        69.5552
 310   0.0000       2.563371        69.7529
 311   0.0000       2.599176        70.7272
 312   0.0000       2.615917        71.1827
 313   0.0000       2.631264        71.6003
 314   0.0000       2.635167        71.7065
 315   0.0000       2.671906        72.7062
 316   0.0000       2.682065        72.9827
 317   0.0000       2.689613        73.1881
 318   0.0000       2.711990        73.7970
 319   0.0000       2.727862        74.2289
 320   0.0000       2.762628        75.1749
 321   0.0000       2.764793        75.2338
 322   0.0000       2.786467        75.8236
 323   0.0000       2.802632        76.2635
 324   0.0000       2.810829        76.4865
 325   0.0000       2.838993        77.2529
 326   0.0000       2.842233        77.3411
 327   0.0000       2.853131        77.6376
 328   0.0000       2.858163        77.7746
 329   0.0000       2.885950        78.5307
 330   0.0000       2.887377        78.5695
 331   0.0000       2.894964        78.7760
 332   0.0000       2.908882        79.1547
 333   0.0000       2.922612        79.5283
 334   0.0000       2.926263        79.6277
 335   0.0000       2.932054        79.7852
 336   0.0000       2.938726        79.9668
 337   0.0000       2.943435        80.0949
 338   0.0000       2.949931        80.2717
 339   0.0000       2.964311        80.6630
 340   0.0000       2.970660        80.8358
 341   0.0000       3.017814        82.1189
 342   0.0000       3.065299        83.4110
 343   0.0000       3.076797        83.7239
 344   0.0000       3.082417        83.8768
 345   0.0000       3.106089        84.5210
 346   0.0000       3.136380        85.3452
 347   0.0000       3.144385        85.5631
 348   0.0000       3.177664        86.4686
 349   0.0000       3.244611        88.2904
 350   0.0000       3.322844        90.4192
 351   0.0000       3.425529        93.2134
 352   0.0000       3.467850        94.3650
 353   0.0000       3.511774        95.5602
 354   0.0000       3.518862        95.7531
 355   0.0000       3.587765        97.6280
 356   0.0000       3.741276       101.8053
 357   0.0000       3.780524       102.8733

                    ********************************






Output text



<comment class="example.output" id="orbitalenergies">
      <module cmlx:templateRef="orbitalenergies">
            <list cmlx:templateRef="orbital">
                  <array dataType="xsd:integer" dictRef="cc:serial" size="570">0 1 2 3 4 5 6 7
                        8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31
                        32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54
                        55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77
                        78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100
                        101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117
                        118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134
                        135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151
                        152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168
                        169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185
                        186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202
                        203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219
                        220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236
                        237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253
                        254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270
                        271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287
                        288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304
                        305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321
                        322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338
                        339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355
                        356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372
                        373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389
                        390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406
                        407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423
                        424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440
                        441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457
                        458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474
                        475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491
                        492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508
                        509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525
                        526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542
                        543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559
                        560 561 562 563 564 565 566 567 568 569</array>
                  <array dataType="xsd:double" dictRef="cc:occup" size="570">1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
                  <array dataType="xsd:double" dictRef="cc:energy" size="570" units="nonsi:electronvolt">-8807.1814 -8807.1813 -1068.8662 -1068.8661
                        -937.5063 -937.5063 -937.4988 -937.4988 -936.7085 -936.7085 -401.8224
                        -401.8224 -398.4899 -398.4899 -398.4898 -398.4898 -398.1459 -398.1458
                        -398.1448 -398.1448 -397.2385 -397.2385 -128.2657 -128.2657 -87.3377
                        -87.3377 -87.3222 -87.3222 -85.7856 -85.7856 -37.7479 -37.5249
                        -33.1034 -32.9077 -32.9006 -32.8809 -32.6363 -32.6341 -31.6147
                        -31.6116 -22.3434 -22.3185 -21.9011 -21.7144 -21.6986 -21.6006
                        -21.5838 -21.4890 -21.2657 -21.0913 -20.7777 -20.6589 -20.6280
                        -20.5171 -20.4494 -20.4367 -20.3291 -20.2192 -20.0426 -19.6112
                        -18.6858 -18.2714 -17.9055 -17.7994 -17.6011 -17.5169 -17.3715
                        -17.3234 -17.1629 -17.1509 -17.0608 -17.0565 -14.9108 -14.9011
                        -14.7268 -14.6754 -13.9486 -13.2466 -13.1247 -12.6303 -6.5524 -6.1408
                        -6.0654 -5.7497 -4.8425 -4.6662 -4.6090 -4.3898 -4.3011 -4.1842
                        -4.1265 -3.8677 -3.2293 -2.7437 -2.6479 -2.6302 -2.5293 -2.5273
                        -2.2478 -2.1793 -2.1137 -1.9637 -1.2509 -1.2163 -1.0512 -1.0414
                        -0.7847 0.0885 0.0987 0.7662 1.0340 1.2272 1.3349 1.7160 1.7657 1.7755
                        1.8939 1.9467 2.1899 2.2227 2.3725 3.1342 3.2602 3.3575 3.7203 3.7380
                        3.9301 3.9599 4.1951 4.3787 4.5259 4.5317 5.0997 5.2112 5.6517 5.8696
                        6.0223 6.2191 6.2386 6.5683 6.7064 6.8787 7.0405 7.0521 7.7191 7.7789
                        7.7872 8.0837 8.2742 8.3095 8.5112 8.5192 8.6312 8.7260 8.9520 9.0232
                        9.2338 9.3198 9.4840 9.5772 9.6856 9.9467 10.0572 10.3472 10.3798
                        10.8945 11.3005 11.4814 11.9565 12.5374 12.6292 12.8674 12.9187
                        12.9959 14.3793 14.4001 14.8141 14.9656 15.0984 15.4487 16.2871
                        16.5450 17.0794 17.8451 17.8863 18.2444 18.3504 19.0595 19.8315
                        20.0456 20.5570 20.5976 21.1806 21.3295 22.1284 22.1357 22.4882
                        22.6421 23.1196 23.1199 23.2544 23.2819 23.4233 24.0661 24.2785
                        24.4053 24.9782 25.1001 25.3422 25.4487 26.2196 26.5528 27.2179
                        27.3004 27.3325 27.6414 27.7596 27.9598 28.1009 28.2237 28.6000
                        28.9823 29.3021 29.4303 29.5585 29.7340 30.1376 30.2165 30.7829
                        31.3406 31.4516 31.6263 33.8296 34.4354 34.8276 35.0040 35.4818
                        35.5678 35.9634 36.9777 37.5197 37.6219 37.6847 38.1755 38.1961
                        38.6742 38.7058 39.9864 40.7450 41.0429 41.0544 41.7751 41.9983
                        42.3185 42.4511 42.8514 42.9442 43.0438 43.1063 43.3319 43.4508
                        43.7776 43.8228 43.9946 44.2402 44.4868 45.1031 45.1789 45.5788
                        45.6423 45.8852 46.2097 47.0031 47.3005 47.3019 47.3081 47.8347
                        48.1851 48.3351 48.3783 49.0571 49.2553 49.2712 49.9998 50.1258
                        50.1419 50.3391 50.6093 51.2739 52.2247 52.3193 52.9926 53.2406
                        53.3004 53.3649 53.5987 54.7532 54.8419 55.8812 56.3001 56.3176
                        56.4336 57.1615 57.6354 57.8163 58.1115 58.7516 58.8869 59.4123
                        59.4830 59.6003 59.8672 60.1069 60.5869 61.0017 61.0752 61.2372
                        61.2391 61.3840 61.4853 61.5580 61.6328 61.8991 62.2065 62.5934
                        62.6453 63.0086 63.3439 63.5841 63.9916 64.0459 64.1725 64.3263
                        65.0510 65.0529 65.3490 65.3867 65.8367 65.8399 66.3987 66.6260
                        66.6912 67.0123 67.1606 67.1895 67.6198 68.2265 68.6195 68.9690
                        70.1470 70.1565 70.9081 71.2896 72.4488 73.3638 73.5855 75.6218
                        75.6879 76.0122 76.4648 79.3458 79.6785 79.8290 80.0284 80.1051
                        80.3367 80.6722 80.7099 80.9193 81.2588 81.6210 81.9858 82.7775
                        83.0065 83.1184 83.2741 83.4230 83.6188 83.6299 83.6954 86.2647
                        86.5510 86.6949 87.2263 87.2912 88.7343 88.9266 89.4523 91.3670
                        91.8562 92.0327 92.1321 92.6831 93.3305 94.1480 94.7892 98.7763
                        99.1158 99.7899 100.6781 100.8471 101.1609 102.0467 102.1030 103.3048
                        103.8981 105.0122 105.0204 105.2951 105.6151 105.7166 105.7587
                        105.7611 106.5386 106.5413 107.0760 107.6747 107.9992 109.5986
                        109.7648 110.1414 110.1662 110.8510 110.9398 111.1174 111.3614
                        112.3617 112.4863 112.5427 112.9218 113.2635 113.4111 113.4356
                        113.4712 113.5849 113.9362 113.9971 113.9998 114.3811 115.5625
                        115.5881 115.6521 115.7112 116.0569 116.0630 116.3633 116.5427
                        116.5616 116.7670 117.8608 118.0122 118.4708 118.7518 119.3096
                        119.5034 120.1183 121.3743 121.7881 121.8734 122.0790 122.1931
                        122.3101 122.4412 122.5143 123.3199 123.4800 123.6440 123.7581
                        123.8213 125.2322 125.2593 125.4349 125.4382 125.5954 125.6227
                        126.0154 126.4106 127.1155 127.1220 127.5592 127.8225 128.0502
                        128.2430 128.3390 129.0969 129.1415 129.1664 129.3403 129.5954
                        130.1250 130.5261 130.6782 132.3958 133.3187 134.5244 135.5274
                        136.8899 137.2506 137.4058 139.2969 141.6905 141.9210 142.0433
                        142.6338 142.6739 142.7418 145.5100 145.7286 145.7990 145.8287
                        146.5687 146.6609 146.7659 146.9971 148.2253 148.5989 148.8722
                        149.0567 149.0854 149.1322 149.8554 149.9000 150.0311 150.0343
                        151.1534 151.5553 152.7585 152.8606 152.9949 153.1222 154.6944
                        156.0680 157.0460 158.0930 158.2627 158.7174 158.9216 159.0124
                        159.1028 159.1942 177.4646 179.7579 180.2479 181.1930 181.1987
                        181.2907 181.3854 182.5544 185.4789 185.5012 187.0539 187.3502
                        187.5843 189.6154 193.2631 195.1963 197.3971 198.6427 858.9286
                        859.0906 860.4705 860.5014 860.8826 861.1701 866.6852 867.3781
                        876.2803 877.3417 904.7605 905.0247</array>
                  <scalar dataType="xsd:string" dictRef="o:spin">UP</scalar>
            </list>
            <list cmlx:templateRef="orbital">
                  <array dataType="xsd:integer" dictRef="cc:serial" size="570">0 1 2 3 4 5 6 7
                        8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31
                        32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54
                        55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77
                        78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100
                        101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117
                        118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134
                        135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151
                        152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168
                        169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185
                        186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202
                        203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219
                        220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236
                        237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253
                        254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270
                        271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287
                        288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304
                        305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321
                        322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338
                        339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355
                        356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372
                        373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389
                        390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406
                        407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423
                        424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440
                        441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457
                        458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474
                        475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491
                        492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508
                        509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525
                        526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542
                        543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559
                        560 561 562 563 564 565 566 567 568 569</array>
                  <array dataType="xsd:double" dictRef="cc:occup" size="570">1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000
                        1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000
                        0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
                  <array dataType="xsd:double" dictRef="cc:energy" size="570" units="nonsi:electronvolt">-8807.1716 -8807.1715 -1068.2513 -1068.2512
                        -936.8220 -936.8219 -936.8148 -936.8147 -936.5447 -936.5446 -401.8207
                        -401.8207 -398.4231 -398.4231 -398.4230 -398.4230 -398.0741 -398.0741
                        -398.0732 -398.0731 -397.2392 -397.2392 -127.0103 -127.0102 -85.5247
                        -85.5246 -85.5093 -85.5090 -85.3800 -85.3800 -37.6792 -37.4536
                        -32.9846 -32.7843 -32.7835 -32.7631 -32.5115 -32.5088 -31.6147
                        -31.6114 -22.2878 -22.2690 -21.6901 -21.6449 -21.6443 -21.5514
                        -21.5169 -21.2777 -21.2122 -20.7587 -20.6174 -20.6040 -20.5865
                        -20.3665 -20.2699 -20.2127 -20.0612 -20.0235 -19.5139 -19.0416
                        -17.5337 -17.4613 -17.2177 -17.1600 -16.9645 -16.9221 -16.9167
                        -16.8696 -16.5930 -16.5528 -16.4579 -16.4458 -14.4785 -14.4084
                        -13.6447 -13.1034 -13.0710 -13.0005 -9.8320 -8.7703 -6.4578 -6.1169
                        -6.0348 -5.7330 -4.7866 -4.5877 -4.4476 -4.3843 -4.2738 -4.1642
                        -3.8919 -3.8326 -3.2099 -2.7260 -2.6279 -2.6251 -2.5208 -2.5044
                        -2.2115 -2.1622 -2.0966 -1.9564 -1.1630 -1.1300 -1.0111 -1.0012
                        -0.7233 0.1168 0.1718 0.7828 1.0631 1.2533 1.3609 1.7228 1.7817 1.8411
                        1.9491 1.9895 2.2045 2.2356 2.4412 3.1692 3.3062 3.3881 3.7837 3.7896
                        3.9650 4.0325 4.2528 4.4075 4.5860 4.6042 5.1769 5.2475 5.7227 5.9025
                        6.0438 6.2632 6.2661 6.6026 6.7610 6.9118 7.0773 7.0785 7.7766 7.8181
                        7.8283 8.1004 8.3135 8.3193 8.5273 8.5532 8.6441 8.7564 8.9917 9.0609
                        9.2728 9.3470 9.5075 9.5931 9.7155 9.9838 10.0946 10.3765 10.4002
                        10.9284 11.3419 11.5295 12.0033 12.5688 12.6661 12.9321 12.9611
                        13.0355 14.4255 14.4305 14.8557 15.0138 15.1327 15.5123 16.3622
                        16.5828 17.1328 17.9004 17.9207 18.2892 18.3847 19.1178 19.8833
                        20.0930 20.5987 20.6805 21.2213 21.4059 22.1601 22.2706 22.5387
                        22.6853 23.1549 23.1723 23.3386 23.4497 23.5716 24.1565 24.4482
                        24.4900 24.9944 25.1636 25.4341 25.7851 26.2489 26.5965 27.2667
                        27.3283 27.3629 27.6728 27.7881 28.0145 28.1233 28.2504 28.6351
                        29.0650 29.3461 29.4931 29.6316 29.7838 30.2402 30.2555 30.8168
                        31.3629 31.6418 31.6496 33.8668 34.4883 34.8726 35.0668 35.5372
                        35.6623 36.2154 37.0023 37.5279 37.6161 37.6780 38.1810 38.2017
                        38.7051 38.7140 40.0654 40.8027 41.0763 41.0795 41.8301 42.0362
                        42.3754 42.5078 42.8713 42.9637 43.0663 43.1291 43.3577 43.4663
                        43.7998 43.8576 44.0267 44.2628 44.5077 45.1182 45.1946 45.6184
                        45.6641 45.9594 46.2891 47.0610 47.3332 47.3606 47.4081 47.8793
                        48.2215 48.3737 48.4468 49.0873 49.2810 49.3039 50.0324 50.1594
                        50.1782 50.3731 50.6527 51.3105 52.2575 52.3507 53.0530 53.2946
                        53.3475 53.4139 53.6821 54.8219 54.9198 55.9681 56.4016 56.4025
                        56.5215 57.2309 57.7260 57.8546 58.1905 58.8226 58.9224 59.5293
                        59.5340 59.6509 59.9035 60.1747 60.6694 61.0473 61.1717 61.2931
                        61.3643 61.4700 61.5378 61.7149 61.7781 61.9504 62.3278 62.6323
                        62.8178 63.0509 63.4013 63.6321 64.1064 64.1820 64.3045 64.6098
                        65.1196 65.1645 65.3822 65.4444 65.9491 65.9959 66.4874 66.6702
                        66.7395 67.0216 67.1843 67.3100 67.7390 68.4161 68.7008 69.1011
                        70.2022 70.2498 70.9585 71.4585 72.5276 73.7720 73.9266 75.7617
                        75.8511 76.1666 76.6173 79.4031 79.7218 80.0386 80.0808 80.1303
                        80.5602 80.7059 80.7609 81.0553 81.4770 81.6988 82.0734 82.8116
                        83.0243 83.1660 83.3017 83.4601 83.6610 83.6688 83.7659 86.3264
                        86.6520 86.7709 87.3094 87.4231 88.8195 89.0027 89.7068 91.4158
                        91.9306 92.0880 92.1855 92.7730 93.3959 94.2333 94.8359 98.8085
                        99.1479 99.9237 100.8467 100.9908 101.3484 102.2053 102.2397 103.5172
                        104.0928 105.1826 105.2146 105.3763 105.7262 105.7935 105.8801
                        105.9981 106.6269 106.6513 107.1544 107.7722 108.0721 109.7320
                        109.8123 110.1811 110.4385 110.9364 111.0290 111.2085 111.4506
                        112.4843 112.5838 112.6418 113.0158 113.3319 113.4385 113.4699
                        113.5184 113.6292 114.0056 114.0537 114.0748 114.4219 115.6108
                        115.6336 115.6986 115.7574 116.1977 116.2376 116.4890 116.5440
                        116.5612 116.8305 117.9946 118.1724 118.5971 118.8807 119.3813
                        119.6458 120.2746 121.4776 121.8344 121.9692 122.2105 122.2711
                        122.4523 122.5430 122.5647 123.4751 123.6511 123.7631 123.9232
                        123.9424 125.3390 125.4058 125.5179 125.5182 125.7373 125.8084
                        126.1129 126.6356 127.2737 127.3091 127.6470 127.9568 128.1976
                        128.3426 128.4471 129.1977 129.2176 129.2809 129.4479 129.7159
                        130.1935 130.5966 130.7577 132.5879 133.4967 134.7267 135.6811
                        136.9505 137.3461 137.4649 139.5497 141.7890 141.9798 142.1694
                        142.7425 142.7786 142.8141 145.5134 145.7435 145.8170 145.8411
                        146.6272 146.7171 146.8714 147.0523 148.6610 149.1766 149.1985
                        149.2420 150.0656 150.3117 150.4206 150.4866 150.4941 150.5230
                        151.6866 152.2334 152.8441 153.1092 154.3443 154.3954 155.0318
                        156.4321 157.4230 158.2093 158.3572 158.8109 158.9924 159.2865
                        159.4298 159.5113 177.5955 179.8667 180.2784 181.5444 181.5453
                        181.6414 181.6486 182.8300 185.5649 185.7231 187.1674 187.5455
                        187.8740 189.9039 194.1118 195.2783 198.8196 199.4530 858.9725
                        859.1245 860.5365 860.5671 860.9042 861.2010 866.7564 867.4491
                        876.3533 877.4148 904.7662 905.0298</array>
                  <scalar dataType="xsd:string" dictRef="o:spin">DOWN</scalar>
            </list>
      </module>
    </comment>






Output text



<comment class="example.output" id="orbitalenergies2">
        <module cmlx:templateRef="orbitalenergies">
           <list cmlx:templateRef="orbital">
              <array dataType="xsd:integer" dictRef="cc:serial" size="358">0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357</array>
              <array dataType="xsd:double" dictRef="cc:occup" size="358">2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 2.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="358" units="nonsi:electronvolt">-510.1808 -510.1746 -509.9953 -509.8272 -383.2454 -381.6347 -272.3521 -271.4356 -271.3751 -271.1692 -270.6736 -270.0278 -269.9459 -269.8740 -269.6399 -269.4573 -269.3259 -25.6553 -24.6289 -24.2628 -23.8410 -23.6014 -22.1273 -20.5321 -19.1744 -18.6964 -18.5429 -16.9424 -15.7928 -15.4853 -15.1923 -14.3087 -14.1465 -13.5742 -13.4837 -12.7493 -12.4150 -12.3605 -12.2128 -11.4654 -11.1149 -11.0027 -10.7971 -10.4981 -10.3156 -10.2959 -10.1492 -9.8747 -9.7176 -9.4787 -9.3834 -9.1364 -8.8366 -8.7644 -8.5328 -8.4195 -8.3322 -8.1973 -8.1639 -7.9813 -7.8768 -7.4913 -6.4570 -6.2966 -6.1624 -6.0059 -5.3616 -5.1520 -2.2193 -0.3634 1.0382 1.2250 1.4057 1.4304 1.5338 1.9034 2.0885 2.2858 2.3461 2.4930 2.7221 2.7481 3.0320 3.1816 3.3454 3.3796 3.6119 3.8378 3.8807 3.9140 3.9834 4.0556 4.3836 4.5593 4.7754 5.0947 5.1539 5.2732 5.7339 5.7552 5.7711 6.0707 6.3597 7.0116 7.1746 7.4606 8.0221 8.1863 9.5611 9.7512 10.2187 10.4328 10.6203 10.7202 10.8715 11.1522 11.3285 11.7701 12.2107 12.5494 12.9491 13.0770 13.4442 13.7220 13.8410 14.1773 14.4407 14.4958 14.8129 14.9258 15.0480 15.2138 15.3849 15.7031 15.7940 15.9343 16.0167 16.1167 16.3445 16.5601 16.6349 16.8049 16.9514 17.0600 17.2645 17.3006 17.3865 17.5098 17.6095 17.6171 17.7501 17.8596 17.8680 18.0836 18.3831 18.5593 18.6168 18.7821 19.0670 19.1139 19.2940 19.3777 19.6705 19.9409 20.4029 20.5494 21.4639 21.8689 22.2745 23.1219 23.4414 23.6905 24.8040 24.8623 25.2561 25.3380 25.4904 26.0212 26.1712 26.7125 26.8287 27.0569 27.1111 27.4146 27.9212 28.2468 28.8318 29.3557 29.6754 29.8872 30.8426 31.2559 31.6279 31.7713 32.3410 32.4814 33.0476 33.3371 33.6231 33.6547 34.1477 34.7560 35.1201 35.3158 35.5786 35.6884 36.4141 36.4615 36.9347 37.0472 37.9423 38.0371 38.3496 38.7170 38.9912 39.7687 40.0642 40.2105 40.3202 40.4634 40.7759 41.2831 41.5204 42.1965 42.6984 43.2299 43.2919 43.5155 43.7126 44.9565 45.0942 45.6315 45.8064 45.9513 46.0135 46.2650 46.4707 46.7801 46.8465 47.0718 47.2224 47.3868 47.6555 47.7389 47.8311 47.8492 48.2988 48.4868 48.6887 48.7094 48.9485 49.1590 49.3050 49.6361 49.7189 49.8746 50.0177 50.3866 50.8519 50.9920 51.2725 51.4502 51.6729 51.9220 52.0746 52.5334 53.1057 53.4396 53.7944 54.0841 54.4623 54.9147 55.1812 55.7972 56.1594 56.4713 57.1346 57.5677 57.8599 58.2560 59.1054 59.2741 59.3018 59.4903 59.8161 60.2312 60.5363 61.1978 61.7367 62.1368 62.3577 62.8305 62.9140 63.2295 63.4967 63.7859 64.1717 65.1317 65.4500 66.1327 66.5502 67.0002 67.1598 67.3075 67.5567 68.2371 68.3940 68.6746 69.1158 69.5552 69.7529 70.7272 71.1827 71.6003 71.7065 72.7062 72.9827 73.1881 73.7970 74.2289 75.1749 75.2338 75.8236 76.2635 76.4865 77.2529 77.3411 77.6376 77.7746 78.5307 78.5695 78.7760 79.1547 79.5283 79.6277 79.7852 79.9668 80.0949 80.2717 80.6630 80.8358 82.1189 83.4110 83.7239 83.8768 84.5210 85.3452 85.5631 86.4686 88.2904 90.4192 93.2134 94.3650 95.5602 95.7531 97.6280 101.8053 102.8733</array>
           </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="unrestricted" pattern="\s*SPIN.*ORBITALS\s*" endPattern="\s*" repeat="*">    <record>\s*SPIN{A,o:spin}ORBITALS</record>    <record />    <record id="orbital" repeat="*" makeArray="true">{I,cc:serial}{F,cc:occup}\s+\S+\s+{F,cc:energy}</record>    <transform process="move" xpath=".//cml:scalar[@dictRef='o:spin']" to=".//cml:list[@cmlx:templateRef='orbital']" />
        </template>  <template id="restricted" pattern="\s*NO\s*OCC\s*E\(Eh\)\s*E\(eV\)\s*" endPattern="~" repeat="*">    <record />    <record id="orbital" repeat="*" makeArray="true">{I,cc:serial}{F,cc:occup}\s+\S+\s+{F,cc:energy}</record>
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
<transform process="move" xpath=".//cml:list[@cmlx:templateRef='orbital']" to="." />
<transform process="delete" xpath=".//cml:module" />
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mullikenpopulation



	atomiccharges

	atomicchargesspin








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	mullikenpopulation



	name

	Mulliken Population Analysis



	pattern

	\s*\*{10,}\s*$\s*\*\s*MULLIKEN\sPOPULATION\sANALYSIS\s*\*\s*



	endPattern

	\s*\*{10,}\s*$\s*\*\s*.*



	endPattern2

	~



	endOffset

	-1



	repeat

	*



	xml:base

	job/mulliken/mulliken.xml







Comment



                    ********************************
                    * MULLIKEN POPULATION ANALYSIS *
                    ********************************
...

                    ********************************






Template definition



<templateList>  <xi:include href="mulliken/atomiccharges.xml" />  <xi:include href="mulliken/atomicchargesspin.xml" />
    </templateList>








          

      

      

    

  

  
    

    atomiccharges
    

    

   


  

    
      
          
            
  
atomiccharges


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	atomiccharges



	name

	Mulliken Atomic Population Analysis



	pattern

	\s*-{10,}\s*$\s*MULLIKEN\sATOMIC\sCHARGES\s*



	endPattern

	((?!-{10,}).)*$\s*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	mulliken/atomiccharges.xml







Input



-----------------------
MULLIKEN ATOMIC CHARGES
-----------------------
   0 O :   -0.352546
   1 O :   -0.338177
   2 H :    0.181202
   3 H :    0.153731
   4 H :    0.156442
   5 H :    0.173788
   6 O :   -0.438569
   7 C :    0.096672
   8 C :   -0.007270
   9 C :   -0.049441
  10 H :    0.007249
  11 H :    0.012378
  12 H :    0.015108
  13 H :    0.028145
  14 H :    0.034518
  15 H :   -0.001598
  16 O :   -0.281057
  17 N :   -0.219891
  18 N :   -0.038276
  19 C :    0.017713
  20 C :   -0.148609
  21 C :    0.090160
  22 C :    0.132917
  23 C :   -0.041825
  24 C :    0.011202
  25 C :    0.005651
  26 C :    0.004627
  27 H :    0.043101
  28 H :    0.047589
  29 H :    0.030649
  30 H :    0.031734
  31 H :    0.066707
  32 H :    0.058984
  33 H :    0.011669
  34 H :    0.039520
  35 H :    0.050871
  36 H :    0.045359
  37 H :    0.040962
  38 H :    0.074987
  39 H :    0.137087
  40 H :    0.116541
Sum of atomic charges:   -0.0000000






Output text



<comment class="example.output" id="atomiccharges">
        <module cmlx:templateRef="atomiccharges">
            <scalar dataType="xsd:double" dictRef="x:chargesum">-0.0000000</scalar>
            <array dataType="xsd:integer" dictRef="cc:serial" size="41">0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="41">O O H H H H O C C C H H H H H H O N N C C C C C C C C H H H H H H H H H H H H H H</array>
            <array dataType="xsd:double" dictRef="x:charge" size="41">-0.352546 -0.338177 0.181202 0.153731 0.156442 0.173788 -0.438569 0.096672 -0.007270 -0.049441 0.007249 0.012378 0.015108 0.028145 0.034518 -0.001598 -0.281057 -0.219891 -0.038276 0.017713 -0.148609 0.090160 0.132917 -0.041825 0.011202 0.005651 0.004627 0.043101 0.047589 0.030649 0.031734 0.066707 0.058984 0.011669 0.039520 0.050871 0.045359 0.040962 0.074987 0.137087 0.116541</array>
         </module>
    </comment>






Template definition



<record repeat="3" />
<record repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}:{F,x:charge}</record>
<record>\s*Sum\sof\satomic\scharges\s*:{F,x:chargesum}</record>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    atomicchargesspin
    

    

   


  

    
      
          
            
  
atomicchargesspin


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	atomicchargesspin



	name

	Atomic charges and spin populations



	pattern

	\s*-{10,}\s*$\s*MULLIKEN\sATOMIC\sCHARGES\sAND\sSPIN\s(POPULATIONS|DENSITIES)\s*



	endPattern

	((?!-{10,}).)*$\s*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	mulliken/atomicchargesspin.xml







Input



--------------------------------------------
MULLIKEN ATOMIC CHARGES AND SPIN POPULATIONS
--------------------------------------------
   0 Cu:    0.478119    0.653774
   1 Cu:    0.478120    0.653775
   2 N :   -0.302401    0.087069
   3 N :   -0.302401    0.087069
   4 N :   -0.302401    0.087069
   5 N :   -0.302400    0.087068
   6 N :    0.315931   -0.004557
   7 N :    0.315930   -0.004556
   8 N :   -0.477804    0.093879
   9 N :   -0.477804    0.093879
  10 N :   -0.477804    0.093879
  11 N :   -0.477804    0.093879
  12 N :   -0.596140    0.000645
  13 N :   -0.596140    0.000645
  14 H :    0.268504   -0.001631
  15 H :    0.268504   -0.001631
  16 H :    0.268504   -0.001631
  17 H :    0.268504   -0.001631
  18 H :    0.244541   -0.001710
  19 H :    0.244541   -0.001710
  20 H :    0.244541   -0.001710
  21 H :    0.244541   -0.001710
  22 H :    0.283635   -0.002300
  23 H :    0.283635   -0.002300
  24 H :    0.283635   -0.002300
  25 H :    0.283635   -0.002300
  26 H :    0.243730   -0.000125
  27 H :    0.243730   -0.000125
  28 H :    0.262705   -0.000176
  29 H :    0.262705   -0.000176
  30 H :    0.262704   -0.000176
  31 H :    0.262704   -0.000176
Sum of atomic charges         :    2.0000000
Sum of atomic spin populations:    2.0000000






Output text



<comment class="example.output" id="atomicchargesspin">
         <module cmlx:templateRef="atomicchargesspin">
            <scalar dataType="xsd:double" dictRef="x:chargesum">2.0000000</scalar>
            <scalar dataType="xsd:double" dictRef="x:spinsum">-0.0000000</scalar>
            <array dataType="xsd:integer" dictRef="cc:serial" size="32">0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="32">Cu Cu N N N N N N N N N N N N H H H H H H H H H H H H H H H H H H</array>
            <array dataType="xsd:double" dictRef="x:charge" size="32">0.469289 0.469287 -0.292692 -0.292691 -0.292694 -0.292694 0.318542 0.318540 -0.481730 -0.481730 -0.481730 -0.481730 -0.597426 -0.597426 0.267790 0.267790 0.267790 0.267790 0.244233 0.244233 0.244233 0.244233 0.282636 0.282636 0.282636 0.282636 0.244402 0.244402 0.262360 0.262360 0.262360 0.262360</array>
            <array dataType="xsd:double" dictRef="x:spin" size="32">0.618178 -0.618177 -0.023799 -0.023800 0.023799 0.023798 -0.000000 0.000002 0.087450 0.087450 -0.087450 -0.087450 0.000640 -0.000640 -0.001574 -0.001574 0.001574 0.001574 -0.001593 -0.001593 0.001593 0.001593 -0.002201 -0.002201 0.002201 0.002201 -0.000074 0.000074 -0.000080 -0.000080 0.000080 0.000080</array>
         </module>
    </comment>






Template definition



<record repeat="3" />
<record repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}:{F,x:charge}{F,x:spin}</record>
<record>\s*Sum\sof\satomic\scharges\s*:{F,x:chargesum}</record>
<record>\s*Sum\sof\satomic\sspin\spopulations\s*:{F,x:spinsum}</record>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:list" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	loewdin



	name

	Loewdin Population Analysis



	pattern

	\s*\*{10,}\s*$\s*\*\s*LOEWDIN\sPOPULATION\sANALYSIS\s*\*\s*



	endPattern

	\s*\*{10,}\s*$\s*\*\s*.*



	endPattern2

	~



	endOffset

	-1



	repeat

	*



	xml:base

	job/loewdin/loewdintop.xml







Comment



                     *******************************
                     * LOEWDIN POPULATION ANALYSIS *
                     *******************************

...
                     *******************************






Template definition



<templateList>  <xi:include href="loewdin/loewdin.xml" />  <xi:include href="loewdin/loewdinspin.xml" />
    </templateList>
<transform process="move" xpath=".//cml:module[@cmlx:templateRef='loewdin']/cml:array" to="." />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	loewdin



	name

	Loewdin atomic charges



	pattern

	\s*-{10,}\s*$\s*LOEWDIN\sATOMIC\sCHARGES\s*



	endPattern

	((?!-{10,}).)*$\s*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	loewdin/loewdin.xml







Input



----------------------
LOEWDIN ATOMIC CHARGES
----------------------
   0 O :   -0.168228
   1 O :   -0.179552
   2 H :    0.085567
   3 H :    0.034534
   4 H :    0.027223
   5 H :    0.081890
   6 O :   -0.309948
   7 C :    0.075544
   8 C :   -0.069700
   9 C :   -0.070619
  10 H :    0.000462
  11 H :    0.028464
  12 H :    0.023274
  13 H :    0.027059
  14 H :    0.030993
  15 H :    0.012906
  16 O :   -0.263879
  17 N :    0.065363
  18 N :    0.035438
  19 C :   -0.055862
  20 C :   -0.081573
  21 C :    0.086648
  22 C :    0.043026
  23 C :   -0.038364
  24 C :   -0.022781
  25 C :    0.010833
  26 C :    0.022212
  27 H :    0.033425
  28 H :    0.039272
  29 H :    0.031010
  30 H :    0.032703
  31 H :    0.045044
  32 H :    0.040696
  33 H :    0.018023
  34 H :    0.033863
  35 H :    0.043084
  36 H :    0.038351
  37 H :    0.035667
  38 H :    0.054584
  39 H :    0.077998
  40 H :    0.045348






Output text



<comment class="example.output" id="loewdin">
      <module cmlx:templateRef="loewdin">
         <module cmlx:templateRef="loewdin">
            <array dataType="xsd:integer" dictRef="cc:serial" size="41">0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="41">O O H H H H O C C C H H H H H H O N N C C C C C C C C H H H H H H H H H H H H H H</array>
            <array dataType="xsd:double" dictRef="x:charge" size="41">-0.168228 -0.179552 0.085567 0.034534 0.027223 0.081890 -0.309948 0.075544 -0.069700 -0.070619 0.000462 0.028464 0.023274 0.027059 0.030993 0.012906 -0.263879 0.065363 0.035438 -0.055862 -0.081573 0.086648 0.043026 -0.038364 -0.022781 0.010833 0.022212 0.033425 0.039272 0.031010 0.032703 0.045044 0.040696 0.018023 0.033863 0.043084 0.038351 0.035667 0.054584 0.077998 0.045348</array>
         </module>
      </module>
    </comment>






Template definition



<record repeat="3" />
<record repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}:{F,x:charge}</record>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:list" />
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	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	loewdin



	name

	Loewdin atomic charges and spin populations



	pattern

	\s*-{10,}\s*$\s*LOEWDIN\sATOMIC\sCHARGES\sAND\sSPIN\s(POPULATIONS|DENSITIES)\s*



	endPattern

	((?!-{10,}).)*$\s*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	loewdin/loewdinspin.xml







Input



-------------------------------------------
LOEWDIN ATOMIC CHARGES AND SPIN POPULATIONS
-------------------------------------------
   0 Cu:    0.492244    0.690963
   1 Cu:    0.492244    0.690964
   2 N :   -0.164072    0.071495
   3 N :   -0.164072    0.071495
   4 N :   -0.164071    0.071495
   5 N :   -0.164071    0.071495
   6 N :    0.006321    0.013273
   7 N :    0.006321    0.013273
   8 N :   -0.094685    0.073185
   9 N :   -0.094685    0.073185
  10 N :   -0.094685    0.073185
  11 N :   -0.094685    0.073185
  12 N :   -0.176858   -0.001194
  13 N :   -0.176858   -0.001194
  14 H :    0.113526    0.001952
  15 H :    0.113526    0.001952
  16 H :    0.113526    0.001952
  17 H :    0.113526    0.001952
  18 H :    0.128906    0.001342
  19 H :    0.128906    0.001342
  20 H :    0.128906    0.001342
  21 H :    0.128906    0.001342
  22 H :    0.168521    0.000725
  23 H :    0.168521    0.000725
  24 H :    0.168521    0.000725
  25 H :    0.168521    0.000725
  26 H :    0.119923   -0.000126
  27 H :    0.119923   -0.000126
  28 H :    0.126988   -0.000158
  29 H :    0.126988   -0.000158
  30 H :    0.126988   -0.000158
  31 H :    0.126988   -0.000158






Output text



<comment class="example.output" id="loewdin">
        <module cmlx:templateRef="loewdin">
           <array dataType="xsd:integer" dictRef="cc:serial" size="32">0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31</array>
           <array dataType="xsd:string" dictRef="cc:elementType" size="32">Cu Cu N N N N N N N N N N N N H H H H H H H H H H H H H H H H H H</array>
           <array dataType="xsd:double" dictRef="x:charge" size="32">0.492244 0.492244 -0.164072 -0.164072 -0.164071 -0.164071 0.006321 0.006321 -0.094685 -0.094685 -0.094685 -0.094685 -0.176858 -0.176858 0.113526 0.113526 0.113526 0.113526 0.128906 0.128906 0.128906 0.128906 0.168521 0.168521 0.168521 0.168521 0.119923 0.119923 0.126988 0.126988 0.126988 0.126988</array>
           <array dataType="xsd:double" dictRef="x:spin" size="32">0.690963 0.690964 0.071495 0.071495 0.071495 0.071495 0.013273 0.013273 0.073185 0.073185 0.073185 0.073185 -0.001194 -0.001194 0.001952 0.001952 0.001952 0.001952 0.001342 0.001342 0.001342 0.001342 0.000725 0.000725 0.000725 0.000725 -0.000126 -0.000126 -0.000158 -0.000158 -0.000158 -0.000158</array>
        </module>
    </comment>






Template definition



<record repeat="3" />
<record repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}:{F,x:charge}{F,x:spin}</record>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:list" />
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	mayer



	name

	Mayer Population Analysis



	pattern

	\s*\*{10,}\s*$\s*\*\s*MAYER\sPOPULATION\sANALYSIS\s*\*\s*



	endPattern

	\s*B\(.*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	job/mayer/mayertop.xml







Comment



                      *****************************
                      * MAYER POPULATION ANALYSIS *
                      *****************************

  NA   - Mulliken gross atomic population
  ZA   - Total nuclear charge
  QA   - Mulliken gross atomic charge
  VA   - Mayer's total valence
  BVA  - Mayer's bonded valence
  FA   - Mayer's free valence

  ATOM       NA         ZA         QA         VA         BVA        FA
  0 O      8.3525     8.0000    -0.3525     2.0614     2.0614    -0.0000
  1 O      8.3382     8.0000    -0.3382     2.0818     2.0818    -0.0000
  2 H      0.8188     1.0000     0.1812     1.0053     1.0053    -0.0000
  3 H      0.8463     1.0000     0.1537     1.0862     1.0862    -0.0000
  4 H      0.8436     1.0000     0.1564     1.0818     1.0818    -0.0000
  5 H      0.8262     1.0000     0.1738     1.0092     1.0092    -0.0000
  6 O      8.4386     8.0000    -0.4386     2.0887     2.0887    -0.0000
  7 C      5.9033     6.0000     0.0967     4.1112     4.1112    -0.0000
  8 C      6.0073     6.0000    -0.0073     4.0178     4.0178    -0.0000
  9 C      6.0494     6.0000    -0.0494     4.0104     4.0104    -0.0000
 10 H      0.9928     1.0000     0.0072     0.9727     0.9727    -0.0000
 11 H      0.9876     1.0000     0.0124     0.9993     0.9993    -0.0000
 12 H      0.9849     1.0000     0.0151     1.0076     1.0076    -0.0000
 13 H      0.9719     1.0000     0.0281     0.9921     0.9921    -0.0000
 14 H      0.9655     1.0000     0.0345     0.9834     0.9834     0.0000
 15 H      1.0016     1.0000    -0.0016     1.0579     1.0579    -0.0000
 16 O      8.2811     8.0000    -0.2811     2.2519     2.2519    -0.0000
 17 N      7.2199     7.0000    -0.2199     3.4766     3.4766    -0.0000
 18 N      7.0383     7.0000    -0.0383     3.3061     3.3061    -0.0000
 19 C      5.9823     6.0000     0.0177     3.9570     3.9570    -0.0000
 20 C      6.1486     6.0000    -0.1486     3.9691     3.9691    -0.0000
 21 C      5.9098     6.0000     0.0902     3.9375     3.9375    -0.0000
 22 C      5.8671     6.0000     0.1329     3.8708     3.8708    -0.0000
 23 C      6.0418     6.0000    -0.0418     4.1091     4.1091    -0.0000
 24 C      5.9888     6.0000     0.0112     4.0715     4.0715    -0.0000
 25 C      5.9943     6.0000     0.0057     3.8344     3.8344    -0.0000
 26 C      5.9954     6.0000     0.0046     4.4228     4.4228    -0.0000
 27 H      0.9569     1.0000     0.0431     0.9976     0.9976    -0.0000
 28 H      0.9524     1.0000     0.0476     0.9843     0.9843    -0.0000
 29 H      0.9694     1.0000     0.0306     0.9981     0.9981     0.0000
 30 H      0.9683     1.0000     0.0317     1.0205     1.0205    -0.0000
 31 H      0.9333     1.0000     0.0667     1.0034     1.0034    -0.0000
 32 H      0.9410     1.0000     0.0590     0.9841     0.9841    -0.0000
 33 H      0.9883     1.0000     0.0117     1.1294     1.1294    -0.0000
 34 H      0.9605     1.0000     0.0395     0.9849     0.9849    -0.0000
 35 H      0.9491     1.0000     0.0509     0.9814     0.9814    -0.0000
 36 H      0.9546     1.0000     0.0454     0.9771     0.9771    -0.0000
 37 H      0.9590     1.0000     0.0410     1.0101     1.0101    -0.0000
 38 H      0.9250     1.0000     0.0750     0.9930     0.9930    -0.0000
 39 H      0.8629     1.0000     0.1371     1.0500     1.0500    -0.0000
 40 H      0.8835     1.0000     0.1165     1.1064     1.1064    -0.0000

  Mayer bond orders larger than 0.1
B(  0-O ,  2-H ) :   0.9898 B(  0-O ,  3-H ) :   0.9071 B(  1-O ,  4-H ) :   0.8801
B(  1-O ,  5-H ) :   0.9839 B(  1-O , 33-H ) :   0.1848 B(  3-H ,  6-O ) :   0.1409
B(  4-H ,  6-O ) :   0.1800 B(  6-O ,  7-C ) :   1.3907 B(  6-O , 40-H ) :   0.1566
B(  7-C ,  8-C ) :   1.0247 B(  7-C , 10-H ) :   0.8911 B(  7-C , 20-C ) :   0.5980
B(  8-C ,  9-C ) :   1.1090 B(  8-C , 11-H ) :   0.9202 B(  8-C , 12-H ) :   0.9273
B(  9-C , 13-H ) :   0.9649 B(  9-C , 14-H ) :   0.9589 B(  9-C , 15-H ) :   0.9474
B( 16-O , 18-N ) :   0.1147 B( 16-O , 26-C ) :   2.0236 B( 17-N , 21-C ) :   1.4568
B( 17-N , 22-C ) :   0.9096 B( 17-N , 25-C ) :   0.9178 B( 18-N , 26-C ) :   1.3955
B( 18-N , 39-H ) :   0.9143 B( 18-N , 40-H ) :   0.8496 B( 19-C , 20-C ) :   1.0614
B( 19-C , 27-H ) :   0.9549 B( 19-C , 28-H ) :   0.9496 B( 19-C , 29-H ) :   0.9517
B( 20-C , 21-C ) :   1.2532 B( 20-C , 30-H ) :   0.9059 B( 21-C , 31-H ) :   0.9486
B( 22-C , 23-C ) :   1.0878 B( 22-C , 32-H ) :   0.9320 B( 22-C , 33-H ) :   0.8878
B( 23-C , 24-C ) :   1.0882 B( 23-C , 34-H ) :   0.9322 B( 23-C , 35-H ) :   0.9356
B( 24-C , 25-C ) :   1.0522 B( 24-C , 36-H ) :   0.9353 B( 24-C , 37-H ) :   0.9328
B( 25-C , 26-C ) :   0.8818 B( 25-C , 38-H ) :   0.8971

-------






Template definition



<templateList>  <xi:include href="mayer/mayer.xml" />  <xi:include href="mayer/bonds.xml" />
    </templateList>
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	mayercharges



	name

	Mayer charges and valences



	pattern

	\s*ATOM\s*NA.*



	endPattern

	\s*



	repeat

	*



	xml:base

	mayer/mayer.xml







Input



 ATOM       NA         ZA         QA         VA         BVA        FA
 0 O      8.3525     8.0000    -0.3525     2.0614     2.0614    -0.0000
 1 O      8.3382     8.0000    -0.3382     2.0818     2.0818    -0.0000
 2 H      0.8188     1.0000     0.1812     1.0053     1.0053    -0.0000
 3 H      0.8463     1.0000     0.1537     1.0862     1.0862    -0.0000
 4 H      0.8436     1.0000     0.1564     1.0818     1.0818    -0.0000
 5 H      0.8262     1.0000     0.1738     1.0092     1.0092    -0.0000
 6 O      8.4386     8.0000    -0.4386     2.0887     2.0887    -0.0000
 7 C      5.9033     6.0000     0.0967     4.1112     4.1112    -0.0000
 8 C      6.0073     6.0000    -0.0073     4.0178     4.0178    -0.0000
 9 C      6.0494     6.0000    -0.0494     4.0104     4.0104    -0.0000
10 H      0.9928     1.0000     0.0072     0.9727     0.9727    -0.0000
11 H      0.9876     1.0000     0.0124     0.9993     0.9993    -0.0000
12 H      0.9849     1.0000     0.0151     1.0076     1.0076    -0.0000
13 H      0.9719     1.0000     0.0281     0.9921     0.9921    -0.0000
14 H      0.9655     1.0000     0.0345     0.9834     0.9834     0.0000
15 H      1.0016     1.0000    -0.0016     1.0579     1.0579    -0.0000
16 O      8.2811     8.0000    -0.2811     2.2519     2.2519    -0.0000
17 N      7.2199     7.0000    -0.2199     3.4766     3.4766    -0.0000
18 N      7.0383     7.0000    -0.0383     3.3061     3.3061    -0.0000
19 C      5.9823     6.0000     0.0177     3.9570     3.9570    -0.0000
20 C      6.1486     6.0000    -0.1486     3.9691     3.9691    -0.0000
21 C      5.9098     6.0000     0.0902     3.9375     3.9375    -0.0000
22 C      5.8671     6.0000     0.1329     3.8708     3.8708    -0.0000
23 C      6.0418     6.0000    -0.0418     4.1091     4.1091    -0.0000
24 C      5.9888     6.0000     0.0112     4.0715     4.0715    -0.0000
25 C      5.9943     6.0000     0.0057     3.8344     3.8344    -0.0000
26 C      5.9954     6.0000     0.0046     4.4228     4.4228    -0.0000
27 H      0.9569     1.0000     0.0431     0.9976     0.9976    -0.0000
28 H      0.9524     1.0000     0.0476     0.9843     0.9843    -0.0000
29 H      0.9694     1.0000     0.0306     0.9981     0.9981     0.0000
30 H      0.9683     1.0000     0.0317     1.0205     1.0205    -0.0000
31 H      0.9333     1.0000     0.0667     1.0034     1.0034    -0.0000
32 H      0.9410     1.0000     0.0590     0.9841     0.9841    -0.0000
33 H      0.9883     1.0000     0.0117     1.1294     1.1294    -0.0000
34 H      0.9605     1.0000     0.0395     0.9849     0.9849    -0.0000
35 H      0.9491     1.0000     0.0509     0.9814     0.9814    -0.0000
36 H      0.9546     1.0000     0.0454     0.9771     0.9771    -0.0000
37 H      0.9590     1.0000     0.0410     1.0101     1.0101    -0.0000
38 H      0.9250     1.0000     0.0750     0.9930     0.9930    -0.0000
39 H      0.8629     1.0000     0.1371     1.0500     1.0500    -0.0000
40 H      0.8835     1.0000     0.1165     1.1064     1.1064    -0.0000






Output text



<comment class="example.output" id="mayercharges">
        <module cmlx:templateRef="mayercharges">
            <array dataType="xsd:integer" dictRef="cc:serial" size="41">0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="41">O O H H H H O C C C H H H H H H O N N C C C C C C C C H H H H H H H H H H H H H H</array>
            <array dataType="xsd:double" dictRef="o:na" size="41">8.3525 8.3382 0.8188 0.8463 0.8436 0.8262 8.4386 5.9033 6.0073 6.0494 0.9928 0.9876 0.9849 0.9719 0.9655 1.0016 8.2811 7.2199 7.0383 5.9823 6.1486 5.9098 5.8671 6.0418 5.9888 5.9943 5.9954 0.9569 0.9524 0.9694 0.9683 0.9333 0.9410 0.9883 0.9605 0.9491 0.9546 0.9590 0.9250 0.8629 0.8835</array>
            <array dataType="xsd:double" dictRef="o:za" size="41">8.0000 8.0000 1.0000 1.0000 1.0000 1.0000 8.0000 6.0000 6.0000 6.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 8.0000 7.0000 7.0000 6.0000 6.0000 6.0000 6.0000 6.0000 6.0000 6.0000 6.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000 1.0000</array>
            <array dataType="xsd:double" dictRef="o:qa" size="41">-0.3525 -0.3382 0.1812 0.1537 0.1564 0.1738 -0.4386 0.0967 -0.0073 -0.0494 0.0072 0.0124 0.0151 0.0281 0.0345 -0.0016 -0.2811 -0.2199 -0.0383 0.0177 -0.1486 0.0902 0.1329 -0.0418 0.0112 0.0057 0.0046 0.0431 0.0476 0.0306 0.0317 0.0667 0.0590 0.0117 0.0395 0.0509 0.0454 0.0410 0.0750 0.1371 0.1165</array>
            <array dataType="xsd:double" dictRef="o:va" size="41">2.0614 2.0818 1.0053 1.0862 1.0818 1.0092 2.0887 4.1112 4.0178 4.0104 0.9727 0.9993 1.0076 0.9921 0.9834 1.0579 2.2519 3.4766 3.3061 3.9570 3.9691 3.9375 3.8708 4.1091 4.0715 3.8344 4.4228 0.9976 0.9843 0.9981 1.0205 1.0034 0.9841 1.1294 0.9849 0.9814 0.9771 1.0101 0.9930 1.0500 1.1064</array>
            <array dataType="xsd:double" dictRef="o:bva" size="41">2.0614 2.0818 1.0053 1.0862 1.0818 1.0092 2.0887 4.1112 4.0178 4.0104 0.9727 0.9993 1.0076 0.9921 0.9834 1.0579 2.2519 3.4766 3.3061 3.9570 3.9691 3.9375 3.8708 4.1091 4.0715 3.8344 4.4228 0.9976 0.9843 0.9981 1.0205 1.0034 0.9841 1.1294 0.9849 0.9814 0.9771 1.0101 0.9930 1.0500 1.1064</array>
            <array dataType="xsd:double" dictRef="o:fa" size="41">-0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000</array>
         </module>
    </comment>






Template definition



<record repeat="1" />
<record id="charges" repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}{F,o:na}{F,o:za}{F,o:qa}{F,o:va}{F,o:bva}{F,o:fa}</record>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	bonds



	name

	Mayer bond orders larger than 0.1



	pattern

	\s*Mayer\sbond\sorders\slarger\sthan\s.*



	endPattern

	\s*



	endPattern2

	~



	endOffset

	0



	repeat

	*



	xml:base

	mayer/bonds.xml







Input



  Mayer bond orders larger than 0.1
B(  0-O ,  2-H ) :   0.9898 B(  0-O ,  3-H ) :   0.9071 B(  1-O ,  4-H ) :   0.8801
B(  1-O ,  5-H ) :   0.9839 B(  1-O , 33-H ) :   0.1848 B(  3-H ,  6-O ) :   0.1409
B(  4-H ,  6-O ) :   0.1800 B(  6-O ,  7-C ) :   1.3907 B(  6-O , 40-H ) :   0.1566
B(  7-C ,  8-C ) :   1.0247 B(  7-C , 10-H ) :   0.8911 B(  7-C , 20-C ) :   0.5980
B(  8-C ,  9-C ) :   1.1090 B(  8-C , 11-H ) :   0.9202 B(  8-C , 12-H ) :   0.9273
B(  9-C , 13-H ) :   0.9649 B(  9-C , 14-H ) :   0.9589 B(  9-C , 15-H ) :   0.9474
B( 16-O , 18-N ) :   0.1147 B( 16-O , 26-C ) :   2.0236 B( 17-N , 21-C ) :   1.4568
B( 17-N , 22-C ) :   0.9096 B( 17-N , 25-C ) :   0.9178 B( 18-N , 26-C ) :   1.3955
B( 18-N , 39-H ) :   0.9143 B( 18-N , 40-H ) :   0.8496 B( 19-C , 20-C ) :   1.0614
B( 19-C , 27-H ) :   0.9549 B( 19-C , 28-H ) :   0.9496 B( 19-C , 29-H ) :   0.9517
B( 20-C , 21-C ) :   1.2532 B( 20-C , 30-H ) :   0.9059 B( 21-C , 31-H ) :   0.9486
B( 22-C , 23-C ) :   1.0878 B( 22-C , 32-H ) :   0.9320 B( 22-C , 33-H ) :   0.8878
B( 23-C , 24-C ) :   1.0882 B( 23-C , 34-H ) :   0.9322 B( 23-C , 35-H ) :   0.9356
B( 24-C , 25-C ) :   1.0522 B( 24-C , 36-H ) :   0.9353 B( 24-C , 37-H ) :   0.9328
B( 25-C , 26-C ) :   0.8818 B( 25-C , 38-H ) :   0.8971






Output text



<comment class="example.output" id="bonds">
        <module cmlx:templateRef="bonds">
            <array dataType="xsd:double" dictRef="x:distance" size="44">0.9898 0.9071 0.8801 0.9839 0.1848 0.1409 0.1800 1.3907 0.1566 1.0247 0.8911 0.5980 1.1090 0.9202 0.9273 0.9649 0.9589 0.9474 0.1147 2.0236 1.4568 0.9096 0.9178 1.3955 0.9143 0.8496 1.0614 0.9549 0.9496 0.9517 1.2532 0.9059 0.9486 1.0878 0.9320 0.8878 1.0882 0.9322 0.9356 1.0522 0.9353 0.9328 0.8818 0.8971</array>
            <matrix cols="2" dataType="xsd:integer" dictRef="x:serial" rows="44">0 2 0 3 1 4 1 5 1 33 3 6 4 6 6 7 6 40 7 8 7 10 7 20 8 9 8 11 8 12 9 13 9 14 9 15 16 18 16 26 17 21 17 22 17 25 18 26 18 39 18 40 19 20 19 27 19 28 19 29 20 21 20 30 21 31 22 23 22 32 22 33 23 24 23 34 23 35 24 25 24 36 24 37 25 26 25 38</matrix>
         </module>
    </comment>






Template definition



<record repeat="1" />
<templateList>  <template id="three" pattern="\s*(B\((.*)\)\s*:\s*(.*)){3}\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>\s*B\({I,x:serialA}-{A,cc:elementTypeA},{I,x:serialA}-{A,cc:elementTypeA}\)\s*:{F,x:distance}\s*B\({I,x:serialB}-{A,cc:elementTypeB},{I,x:serialB}-{A,cc:elementTypeB}\)\s*:{F,x:distance}\s*B\({I,x:serialC}-{A,cc:elementTypeC},{I,x:serialC}-{A,cc:elementTypeC}\)\s*:{F,x:distance}</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serialA']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serialB']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serialC']" />
        </template>  <template id="two" pattern="\s*(B\((.*)\)\s*:\s*(.*)){2}\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>\s*B\({I,x:serialA}-{A,cc:elementTypeA},{I,x:serialA}-{A,cc:elementTypeA}\)\s*:{F,x:distance}\s*B\({I,x:serialB}-{A,cc:elementTypeB},{I,x:serialB}-{A,cc:elementTypeB}\)\s*:{F,x:distance}</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serialA']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serialB']" />
        </template>  <template id="one" pattern="\s*(B\((.*)\)\s*:\s*(.*))\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>\s*B\({I,x:serialA}-{A,cc:elementTypeA},{I,x:serialA}-{A,cc:elementTypeA}\)\s*:{F,x:distance}</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serialA']" />
        </template>

    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:distance']" />
<transform process="createMatrix" xpath="." from=".//cml:array[contains(@dictRef, 'x:serial')]" dictRef="x:serial" />
<transform process="delete" xpath=".//cml:scalar[contains(@dictRef, 'cc:element')]" />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:matrix" to="." />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	quasirestrictedmo



	name

	QR-MO Generation



	pattern

	\s*QR-MO\sGENERATION.*



	endPattern

	\s*



	xml:base

	job/quasirestrictedmo.xml







Input



QR-MO GENERATION
  Dim     = 570
  Mult    =   3
  NEl     = 158
  N(DOMO) =  78
  N(SOMO) =   2
  N(VMO)  = 490






Output text



<comment class="example.output" id="quasirestrictedmo">
        <module cmlx:templateRef="quasirestrictedmo">
             <list cmlx:templateRef="missingID">
                <scalar dataType="xsd:string" dictRef="cc:dummy">QR-MO GENERATION</scalar>
                <scalar dataType="xsd:string" dictRef="cc:dummy">Dim     = 570</scalar>
                <scalar dataType="xsd:string" dictRef="cc:dummy">Mult    =   3</scalar>
                <scalar dataType="xsd:string" dictRef="cc:dummy">NEl     = 158</scalar>
                <scalar dataType="xsd:string" dictRef="cc:dummy">N(DOMO) =  78</scalar>
                <scalar dataType="xsd:string" dictRef="cc:dummy">N(SOMO) =   2</scalar>
                <scalar dataType="xsd:string" dictRef="cc:dummy">N(VMO)  = 490</scalar>
             </list>
        </module>
    </comment>






Template definition



<record repeat="*">{X,cc:dummy}</record>








          

      

      

    

  

  
    

    electricproperties
    

    

   


  

    
      
          
            
  
electricproperties



	dipole

	quadrupole








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	electricproperties



	name

	Electric Properties Calculation



	pattern

	\s*-+\s*$\s*ORCA\sELECTRIC\sPROPERTIES\sCALCULATION\s*$\s*-+\s*



	endPattern

	\s*(\*{20,}\s*)?$\s*-{40,}.*



	endPattern2

	\s*Timings.*



	endPattern3

	~



	repeat

	*



	endOffset

	0



	xml:base

	job/electricproperties/electricproperties.xml







Input



------------------------------------------------------------------------------
                       ORCA ELECTRIC PROPERTIES CALCULATION
------------------------------------------------------------------------------

Dipole Moment Calculation                       ... on
Quadrupole Moment Calculation                   ... on
Polarizability Calculation                      ... off
GBWName                                         ... run.gbw
Electron density file                           ... run.scfp.tmp

-------------
DIPOLE MOMENT
-------------
                                X             Y             Z
Electronic contribution:     -2.73052      -4.20537       0.24659
Nuclear contribution   :      3.48724       4.50131      -0.28886
                        -----------------------------------------
Total Dipole Moment    :      0.75672       0.29593      -0.04226
                        -----------------------------------------
Magnitude (a.u.)       :      0.81363
Magnitude (Debye)      :      2.06808


------------------------
QUADRUPOLE MOMENT (A.U.)
------------------------

                XX           YY           ZZ           XY           XZ           YZ
  NUC       309.71894    532.88655      1.56654    194.61613    -18.36476    -25.54123
  EL       -336.59758   -568.46250    -37.10241   -194.83123     18.01215     25.52800
  TOT       -26.87864    -35.57595    -35.53587     -0.21510     -0.35261     -0.01323


Timings for individual modules:






Output text



<comment class="example.output" id="electricproperties">
        <module cmlx:templateRef="electricproperties" dictRef="cc:userDefinedModule">
          <array dataType="xsd:double" dictRef="cc:dipole" size="9">3.48724 -2.73052 0.75672 4.50131 -4.20537 0.29593 -0.28886 0.24659 -0.04226</array>
          <array dataType="xsd:double" dictRef="cc:quadrupole" size="18">309.71894 -336.59758 -26.87864 532.88655 -568.46250 -35.57595 1.56654 -37.10241 -35.53587 194.61613 -194.83123 -0.21510 -18.36476 18.01215 -0.35261 -25.54123 25.52800 -0.01323</array>
          <scalar dataType="xsd:double" dictRef="o:magnitude" units="nonsi2:au">0.81363</scalar>
          <scalar dataType="xsd:double" dictRef="o:magnitude" units="nonsi2:debye">2.06808</scalar>
       </module>
    </comment>






Template definition



<templateList>  <xi:include href="electricproperties/dipole.xml" />  <xi:include href="electricproperties/quadrupole.xml" />
    </templateList>
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:scalar" to="." />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	dipole



	name

	Dipole moment



	pattern

	\s*-+\s*$\s*DIPOLE\sMOMENT\s*$\s*-+\s*



	endPattern

	\s*Magnitude.*$\s*



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	electricproperties/dipole.xml







Input



-------------
DIPOLE MOMENT
-------------
                                X             Y             Z
Electronic contribution:     -2.73052      -4.20537       0.24659
Nuclear contribution   :      3.48724       4.50131      -0.28886
                        -----------------------------------------
Total Dipole Moment    :      0.75672       0.29593      -0.04226
                        -----------------------------------------
Magnitude (a.u.)       :      0.81363
Magnitude (Debye)      :      2.06808






Output text



<comment class="example.output" id="dipole">
        <module cmlx:templateRef="dipole">
          <array dataType="xsd:double" dictRef="cc:dipole" size="9">3.48724 -2.73052 0.75672 4.50131 -4.20537 0.29593 -0.28886 0.24659 -0.04226</array>
          <scalar dataType="xsd:double" dictRef="o:magnitude" units="nonsi2:au">0.81363</scalar>
          <scalar dataType="xsd:double" dictRef="o:magnitude" units="nonsi2:debye">2.06808</scalar>
       </module>
    </comment>






Template definition



<record repeat="4" />
<record>\s*Electronic\scontribution\s*:{F,o:electronicX}{F,o:electronicY}{F,o:electronicZ}</record>
<record>\s*Nuclear\scontribution\s*:{F,o:nuclearX}{F,o:nuclearY}{F,o:nuclearZ}</record>
<record repeat="1" />
<record>\s*Total\sDipole\sMoment\s*:{F,o:totaldipoleX}{F,o:totaldipoleY}{F,o:totaldipoleZ}</record>
<record repeat="1" />
<record>\s*Magnitude.*:{F,o:magnitude}</record>
<record>\s*Magnitude.*:{F,o:magnitude}</record>
<transform process="addUnits" xpath="(.//cml:scalar[@dictRef='o:magnitude'])[1]" value="nonsi2:au" />
<transform process="addUnits" xpath="(.//cml:scalar[@dictRef='o:magnitude'])[2]" value="nonsi2:debye" />
<transform process="moveRelative" xpath=".//cml:list[child::cml:scalar[@dictRef='o:nuclearX']]" to="../.." position="1" />
<transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'X')]" />
<transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'Y')]" />
<transform process="createArray" xpath="." from=".//cml:scalar[ends-with(@dictRef,'Z')]" />
<transform process="joinArrays" xpath="." from=".//cml:array" />
<transform process="addAttribute" xpath=".//cml:array" name="dictRef" value="cc:dipole" />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    quadrupole
    

    

   


  

    
      
          
            
  
quadrupole


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	quadrupole



	name

	Quadrupole moment



	pattern

	\s*-{20,}\s*$\s*QUADRUPOLE\sMOMENT.*



	endPattern

	\s*TOT



	endPattern2

	~



	endOffset

	1



	repeat

	*



	xml:base

	electricproperties/quadrupole.xml







Input



------------------------
QUADRUPOLE MOMENT (A.U.)
------------------------

                XX           YY           ZZ           XY           XZ           YZ
  NUC       309.71894    532.88655      1.56654    194.61613    -18.36476    -25.54123
  EL       -336.59758   -568.46250    -37.10241   -194.83123     18.01215     25.52800
  TOT       -26.87864    -35.57595    -35.53587     -0.21510     -0.35261     -0.01323






Output text



<comment class="example.output" id="quadrupole">
        <module cmlx:templateRef="quadrupole">
            <array dataType="xsd:double" dictRef="cc:quadrupole" size="18">309.71894 -336.59758 -26.87864 532.88655 -568.46250 -35.57595 1.56654 -37.10241 -35.53587 194.61613 -194.83123 -0.21510 -18.36476 18.01215 -0.35261 -25.54123 25.52800 -0.01323</array>
        </module>
    </comment>






Template definition



<record repeat="5" />
<record repeat="3" makeArray="true">\s*\w*\s*{F,o:quadrupoleXX}{F,o:quadrupoleYY}{F,o:quadrupoleZZ}{F,o:quadrupoleXY}{F,o:quadrupoleXZ}{F,o:quadrupoleYZ}</record>
<transform process="joinArrays" xpath=".//cml:array[starts-with(@dictRef,'o:quadrupole')]" />
<transform process="addAttribute" xpath=".//cml:array" name="dictRef" value="cc:quadrupole" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	natural



	name

	UHF Natural Orbitals



	pattern

	\s*-+\s*$\s*UHF\sNATURAL\sORBITALS.*$\s*-+\s*



	endPattern

	\s*-{5,}\s*$\s*\S+.*



	endPattern2

	\s*\*{20,}\s*



	endPattern3

	~



	repeat

	*



	xml:base

	job/orbitals/natural.xml







Input



--------------------
UHF NATURAL ORBITALS
--------------------

UHF Natural Orbital Occupation Numbers:
N[  0]=   2.00000 N[  1]=   2.00000 N[  2]=   2.00000 N[  3]=   2.00000 N[  4]=   2.00000
N[  5]=   2.00000 N[  6]=   2.00000 N[  7]=   2.00000 N[  8]=   2.00000 N[  9]=   2.00000
N[ 10]=   2.00000 N[ 11]=   2.00000 N[ 12]=   2.00000 N[ 13]=   2.00000 N[ 14]=   2.00000
N[ 15]=   2.00000 N[ 16]=   2.00000 N[ 17]=   2.00000 N[ 18]=   2.00000 N[ 19]=   2.00000
N[ 20]=   2.00000 N[ 21]=   2.00000 N[ 22]=   2.00000 N[ 23]=   2.00000 N[ 24]=   2.00000
N[ 25]=   2.00000 N[ 26]=   2.00000 N[ 27]=   2.00000 N[ 28]=   2.00000 N[ 29]=   2.00000
N[ 30]=   2.00000 N[ 31]=   2.00000 N[ 32]=   2.00000 N[ 33]=   2.00000 N[ 34]=   2.00000
N[ 35]=   2.00000 N[ 36]=   2.00000 N[ 37]=   2.00000 N[ 38]=   2.00000 N[ 39]=   2.00000
N[ 40]=   2.00000 N[ 41]=   2.00000 N[ 42]=   2.00000 N[ 43]=   2.00000 N[ 44]=   2.00000
N[ 45]=   2.00000 N[ 46]=   2.00000 N[ 47]=   2.00000 N[ 48]=   2.00000 N[ 49]=   2.00000
N[ 50]=   2.00000 N[ 51]=   2.00000 N[ 52]=   2.00000 N[ 53]=   2.00000 N[ 54]=   2.00000
N[ 55]=   2.00000 N[ 56]=   2.00000 N[ 57]=   2.00000 N[ 58]=   2.00000 N[ 59]=   2.00000
N[ 60]=   2.00000 N[ 61]=   2.00000 N[ 62]=   2.00000 N[ 63]=   2.00000 N[ 64]=   2.00000
N[ 65]=   2.00000 N[ 66]=   2.00000 N[ 67]=   2.00000 N[ 68]=   2.00000 N[ 69]=   2.00000
N[ 70]=   2.00000 N[ 71]=   2.00000 N[ 72]=   2.00000 N[ 73]=   2.00000 N[ 74]=   2.00000
N[ 75]=   2.00000 N[ 76]=   2.00000 N[ 77]=   2.00000 N[ 78]=   2.00000 N[ 79]=   2.00000
N[ 80]=   2.00000 N[ 81]=   2.00000 N[ 82]=   2.00000 N[ 83]=   2.00000 N[ 84]=   2.00000
N[ 85]=   2.00000 N[ 86]=   2.00000 N[ 87]=   2.00000 N[ 88]=   2.00000 N[ 89]=   2.00000
N[ 90]=   2.00000 N[ 91]=   2.00000 N[ 92]=   2.00000 N[ 93]=   2.00000 N[ 94]=   2.00000
N[ 95]=   2.00000 N[ 96]=   2.00000 N[ 97]=   2.00000 N[ 98]=   2.00000 N[ 99]=   2.00000
N[100]=   2.00000 N[101]=   2.00000 N[102]=   2.00000 N[103]=   2.00000 N[104]=   2.00000
N[105]=   2.00000 N[106]=   2.00000 N[107]=   2.00000 N[108]=   2.00000 N[109]=   2.00000
N[110]=   2.00000 N[111]=   2.00000 N[112]=   2.00000 N[113]=   2.00000 N[114]=   2.00000
N[115]=   2.00000 N[116]=   2.00000 N[117]=   2.00000 N[118]=   2.00000 N[119]=   2.00000
N[120]=   2.00000 N[121]=   2.00000 N[122]=   2.00000 N[123]=   2.00000 N[124]=   2.00000
N[125]=   2.00000 N[126]=   2.00000 N[127]=   2.00000 N[128]=   2.00000 N[129]=   2.00000
N[130]=   2.00000 N[131]=   2.00000 N[132]=   1.99999 N[133]=   1.99999 N[134]=   1.99999
N[135]=   1.99999 N[136]=   1.99999 N[137]=   1.99998 N[138]=   1.99998 N[139]=   1.99998
N[140]=   1.99996 N[141]=   1.99996 N[142]=   1.99995 N[143]=   1.99993 N[144]=   1.99991
N[145]=   1.99985 N[146]=   1.99981 N[147]=   1.99202 N[148]=   1.97960 N[149]=   1.00000
N[150]=   1.00000 N[151]=   1.00000 N[152]=   0.02040 N[153]=   0.00798 N[154]=   0.00019
N[155]=   0.00015 N[156]=   0.00009 N[157]=   0.00007 N[158]=   0.00005 N[159]=   0.00004
N[160]=   0.00004 N[161]=   0.00002 N[162]=   0.00002 N[163]=   0.00002 N[164]=   0.00001
N[165]=   0.00001 N[166]=   0.00001 N[167]=   0.00001 N[168]=   0.00001 N[169]=   0.00000
N[170]=   0.00000 N[171]=   0.00000 N[172]=   0.00000 N[173]=   0.00000 N[174]=   0.00000
N[175]=   0.00000 N[176]=   0.00000 N[177]=   0.00000 N[178]=   0.00000 N[179]=   0.00000
N[180]=   0.00000 N[181]=   0.00000 N[182]=   0.00000 N[183]=   0.00000 N[184]=   0.00000
N[185]=   0.00000 N[186]=   0.00000 N[187]=   0.00000 N[188]=   0.00000 N[189]=   0.00000
N[190]=   0.00000 N[191]=   0.00000 N[192]=   0.00000 N[193]=   0.00000 N[194]=   0.00000
N[195]=   0.00000 N[196]=   0.00000 N[197]=   0.00000 N[198]=   0.00000 N[199]=   0.00000
N[200]=   0.00000 N[201]=   0.00000 N[202]=   0.00000 N[203]=   0.00000 N[204]=   0.00000
N[205]=   0.00000 N[206]=   0.00000 N[207]=   0.00000 N[208]=   0.00000 N[209]=   0.00000
N[210]=   0.00000 N[211]=   0.00000 N[212]=   0.00000 N[213]=   0.00000 N[214]=   0.00000
N[215]=   0.00000 N[216]=   0.00000 N[217]=   0.00000 N[218]=   0.00000 N[219]=   0.00000
N[220]=   0.00000 N[221]=   0.00000 N[222]=   0.00000 N[223]=   0.00000 N[224]=   0.00000
N[225]=   0.00000 N[226]=   0.00000 N[227]=   0.00000 N[228]=   0.00000 N[229]=   0.00000
N[230]=   0.00000 N[231]=   0.00000 N[232]=   0.00000 N[233]=   0.00000 N[234]=   0.00000
N[235]=   0.00000 N[236]=   0.00000 N[237]=   0.00000 N[238]=   0.00000 N[239]=   0.00000
N[240]=   0.00000 N[241]=   0.00000 N[242]=   0.00000 N[243]=   0.00000 N[244]=   0.00000
N[245]=   0.00000 N[246]=   0.00000 N[247]=   0.00000 N[248]=   0.00000 N[249]=   0.00000
N[250]=   0.00000 N[251]=   0.00000 N[252]=   0.00000 N[253]=   0.00000 N[254]=   0.00000
N[255]=   0.00000 N[256]=   0.00000 N[257]=   0.00000 N[258]=   0.00000 N[259]=   0.00000
N[260]=   0.00000 N[261]=   0.00000 N[262]=   0.00000 N[263]=   0.00000 N[264]=   0.00000
N[265]=   0.00000 N[266]=   0.00000 N[267]=   0.00000 N[268]=   0.00000 N[269]=   0.00000
N[270]=   0.00000 N[271]=   0.00000 N[272]=   0.00000 N[273]=   0.00000 N[274]=   0.00000
N[275]=   0.00000 N[276]=   0.00000 N[277]=   0.00000 N[278]=   0.00000 N[279]=   0.00000
N[280]=   0.00000 N[281]=   0.00000 N[282]=   0.00000 N[283]=   0.00000 N[284]=   0.00000
N[285]=   0.00000 N[286]=   0.00000 N[287]=   0.00000 N[288]=   0.00000 N[289]=   0.00000
N[290]=   0.00000 N[291]=   0.00000 N[292]=   0.00000 N[293]=   0.00000 N[294]=   0.00000
N[295]=   0.00000 N[296]=   0.00000 N[297]=   0.00000 N[298]=   0.00000 N[299]=   0.00000
N[300]=   0.00000 N[301]=   0.00000 N[302]=   0.00000 N[303]=   0.00000 N[304]=   0.00000
N[305]=   0.00000 N[306]=   0.00000 N[307]=   0.00000 N[308]=   0.00000 N[309]=   0.00000
N[310]=   0.00000 N[311]=   0.00000 N[312]=   0.00000 N[313]=   0.00000 N[314]=   0.00000
N[315]=   0.00000 N[316]=   0.00000 N[317]=   0.00000 N[318]=   0.00000 N[319]=   0.00000
N[320]=   0.00000 N[321]=   0.00000 N[322]=   0.00000 N[323]=   0.00000 N[324]=   0.00000
N[325]=   0.00000 N[326]=   0.00000 N[327]=   0.00000 N[328]=   0.00000 N[329]=   0.00000
N[330]=   0.00000 N[331]=   0.00000 N[332]=   0.00000 N[333]=   0.00000 N[334]=   0.00000
N[335]=   0.00000 N[336]=   0.00000 N[337]=   0.00000 N[338]=   0.00000 N[339]=   0.00000
N[340]=   0.00000 N[341]=   0.00000 N[342]=   0.00000 N[343]=   0.00000 N[344]=   0.00000
N[345]=   0.00000 N[346]=   0.00000 N[347]=   0.00000 N[348]=   0.00000 N[349]=   0.00000
N[350]=   0.00000 N[351]=   0.00000 N[352]=   0.00000 N[353]=   0.00000 N[354]=   0.00000
N[355]=   0.00000 N[356]=   0.00000 N[357]=   0.00000 N[358]=   0.00000 N[359]=   0.00000
N[360]=   0.00000 N[361]=   0.00000 N[362]=   0.00000 N[363]=   0.00000 N[364]=   0.00000
N[365]=   0.00000 N[366]=   0.00000 N[367]=   0.00000 N[368]=   0.00000 N[369]=   0.00000
N[370]=   0.00000 N[371]=   0.00000 N[372]=   0.00000 N[373]=   0.00000 N[374]=   0.00000
N[375]=   0.00000 N[376]=   0.00000 N[377]=   0.00000 N[378]=   0.00000 N[379]=   0.00000
N[380]=   0.00000 N[381]=   0.00000 N[382]=   0.00000 N[383]=   0.00000 N[384]=   0.00000
N[385]=   0.00000 N[386]=   0.00000 N[387]=   0.00000 N[388]=   0.00000 N[389]=   0.00000
N[390]=   0.00000 N[391]=   0.00000 N[392]=   0.00000 N[393]=   0.00000 N[394]=   0.00000
N[395]=   0.00000 N[396]=   0.00000 N[397]=   0.00000 N[398]=   0.00000 N[399]=   0.00000
N[400]=   0.00000 N[401]=   0.00000 N[402]=   0.00000 N[403]=   0.00000 N[404]=   0.00000
N[405]=   0.00000 N[406]=   0.00000 N[407]=   0.00000 N[408]=   0.00000 N[409]=   0.00000
N[410]=   0.00000 N[411]=   0.00000 N[412]=   0.00000 N[413]=   0.00000 N[414]=   0.00000
N[415]=   0.00000 N[416]=   0.00000 N[417]=   0.00000 N[418]=   0.00000 N[419]=   0.00000
N[420]=   0.00000 N[421]=   0.00000 N[422]=   0.00000 N[423]=   0.00000 N[424]=   0.00000
N[425]=   0.00000 N[426]=   0.00000 N[427]=   0.00000 N[428]=   0.00000 N[429]=   0.00000
N[430]=   0.00000 N[431]=   0.00000 N[432]=   0.00000 N[433]=   0.00000 N[434]=   0.00000
N[435]=   0.00000 N[436]=   0.00000 N[437]=   0.00000 N[438]=   0.00000 N[439]=   0.00000
N[440]=   0.00000 N[441]=   0.00000 N[442]=   0.00000 N[443]=   0.00000 N[444]=   0.00000
N[445]=   0.00000 N[446]=   0.00000 N[447]=   0.00000 N[448]=   0.00000 N[449]=   0.00000
N[450]=   0.00000 N[451]=   0.00000 N[452]=   0.00000 N[453]=   0.00000 N[454]=   0.00000
N[455]=   0.00000 N[456]=   0.00000 N[457]=   0.00000 N[458]=   0.00000 N[459]=   0.00000
N[460]=   0.00000 N[461]=   0.00000 N[462]=   0.00000 N[463]=   0.00000 N[464]=   0.00000
N[465]=   0.00000 N[466]=   0.00000 N[467]=   0.00000 N[468]=   0.00000 N[469]=   0.00000
N[470]=   0.00000 N[471]=   0.00000 N[472]=   0.00000 N[473]=   0.00000 N[474]=   0.00000
N[475]=   0.00000 N[476]=   0.00000 N[477]=   0.00000 N[478]=   0.00000 N[479]=   0.00000
N[480]=   0.00000 N[481]=   0.00000 N[482]=   0.00000 N[483]=   0.00000 N[484]=   0.00000
N[485]=   0.00000 N[486]=   0.00000 N[487]=   0.00000 N[488]=   0.00000 N[489]=   0.00000
N[490]=   0.00000 N[491]=   0.00000 N[492]=   0.00000 N[493]=   0.00000 N[494]=   0.00000
N[495]=   0.00000 N[496]=   0.00000 N[497]=   0.00000 N[498]=   0.00000 N[499]=   0.00000
N[500]=   0.00000 N[501]=   0.00000 N[502]=   0.00000 N[503]=   0.00000 N[504]=   0.00000
N[505]=   0.00000 N[506]=   0.00000 N[507]=   0.00000 N[508]=   0.00000 N[509]=   0.00000
N[510]=   0.00000 N[511]=   0.00000 N[512]=   0.00000 N[513]=   0.00000 N[514]=   0.00000
N[515]=   0.00000 N[516]=   0.00000 N[517]=   0.00000 N[518]=   0.00000 N[519]=   0.00000
N[520]=   0.00000 N[521]=   0.00000 N[522]=   0.00000 N[523]=   0.00000 N[524]=   0.00000
N[525]=   0.00000 N[526]=   0.00000 N[527]=   0.00000 N[528]=   0.00000 N[529]=   0.00000
N[530]=   0.00000 N[531]=   0.00000 N[532]=   0.00000 N[533]=   0.00000 N[534]=   0.00000
N[535]=   0.00000 N[536]=   0.00000 N[537]=   0.00000 N[538]=   0.00000 N[539]=   0.00000
N[540]=   0.00000 N[541]=   0.00000 N[542]=   0.00000 N[543]=   0.00000 N[544]=   0.00000
N[545]=   0.00000 N[546]=   0.00000 N[547]=   0.00000 N[548]=   0.00000 N[549]=   0.00000
N[550]=   0.00000 N[551]=   0.00000 N[552]=   0.00000 N[553]=   0.00000 N[554]=   0.00000
N[555]=   0.00000 N[556]=   0.00000 N[557]=   0.00000 N[558]=   0.00000 N[559]=   0.00000
N[560]=   0.00000 N[561]=   0.00000 N[562]=   0.00000 N[563]=   0.00000 N[564]=   0.00000
N[565]=   0.00000 N[566]=   0.00000 N[567]=   0.00000 N[568]=   0.00000 N[569]=   0.00000
N[570]=   0.00000 N[571]=   0.00000 N[572]=   0.00000 N[573]=   0.00000 N[574]=   0.00000
N[575]=   0.00000 N[576]=   0.00000 N[577]=   0.00000 N[578]=   0.00000 N[579]=   0.00000
N[580]=   0.00000 N[581]=  -0.00000 N[582]=  -0.00000 N[583]=  -0.00000 N[584]=  -0.00000
N[585]=  -0.00000 N[586]=  -0.00000 N[587]=  -0.00000 N[588]=  -0.00000 N[589]=  -0.00000
N[590]=  -0.00000 N[591]=  -0.00000 N[592]=  -0.00000 N[593]=  -0.00000 N[594]=  -0.00000
N[595]=  -0.00000 N[596]=  -0.00000 N[597]=  -0.00000 N[598]=  -0.00000 N[599]=  -0.00000
N[600]=  -0.00000 N[601]=  -0.00000 N[602]=  -0.00000 N[603]=  -0.00000 N[604]=  -0.00000
N[605]=  -0.00000 N[606]=  -0.00000 N[607]=  -0.00000 N[608]=  -0.00000 N[609]=  -0.00000
N[610]=  -0.00000 N[611]=  -0.00000 N[612]=  -0.00000 N[613]=  -0.00000 N[614]=  -0.00000
N[615]=  -0.00000 N[616]=  -0.00000 N[617]=  -0.00000 N[618]=  -0.00000 N[619]=  -0.00000
N[620]=  -0.00000 N[621]=  -0.00000 N[622]=  -0.00000
QR-MO GENERATION
  Dim     = 623
  Mult    =   4
  NEl     = 301
  N(DOMO) = 149
  N(SOMO) =   3
  N(VMO)  = 471


                ***Quasi-Restricted Orbitals were saved in co7.qro***

Orbital Energies of Quasi-Restricted MO's
   0( 2) :  -287.614612 a.u. -7826.391 eV
   1( 2) :   -36.366564 a.u.  -989.585 eV
   2( 2) :   -32.337355 a.u.  -879.944 eV
   3( 2) :   -32.337214 a.u.  -879.940 eV
   4( 2) :   -32.333978 a.u.  -879.852 eV
   5( 2) :   -22.020814 a.u.  -599.217 eV
   6( 2) :   -22.019879 a.u.  -599.191 eV
   7( 2) :   -22.007247 a.u.  -598.848 eV
   8( 2) :   -21.990035 a.u.  -598.379 eV
   9( 2) :   -21.959725 a.u.  -597.554 eV
  10( 2) :   -21.947081 a.u.  -597.210 eV
  11( 2) :   -16.900858 a.u.  -459.896 eV
  12( 2) :   -16.879806 a.u.  -459.323 eV
  13( 2) :   -16.843638 a.u.  -458.339 eV
  14( 2) :   -16.836968 a.u.  -458.157 eV
  15( 2) :   -16.785397 a.u.  -456.754 eV
  16( 2) :   -12.419335 a.u.  -337.947 eV
  17( 2) :   -12.405054 a.u.  -337.559 eV
  18( 2) :   -12.375566 a.u.  -336.756 eV
  19( 2) :   -12.361808 a.u.  -336.382 eV
  20( 2) :   -12.355685 a.u.  -336.215 eV
  21( 2) :   -12.353023 a.u.  -336.143 eV
  22( 2) :   -12.337290 a.u.  -335.715 eV
  23( 2) :   -12.334145 a.u.  -335.629 eV
  24( 2) :   -12.331897 a.u.  -335.568 eV
  25( 2) :   -12.327423 a.u.  -335.446 eV
  26( 2) :   -12.323980 a.u.  -335.353 eV
  27( 2) :   -12.318911 a.u.  -335.215 eV
  28( 2) :   -12.317523 a.u.  -335.177 eV
  29( 2) :   -12.317147 a.u.  -335.167 eV
  30( 2) :   -12.309435 a.u.  -334.957 eV
  31( 2) :   -12.300394 a.u.  -334.711 eV
  32( 2) :   -12.298730 a.u.  -334.665 eV
  33( 2) :   -12.295417 a.u.  -334.575 eV
  34( 2) :   -12.291803 a.u.  -334.477 eV
  35( 2) :   -12.283696 a.u.  -334.256 eV
  36( 2) :   -12.273409 a.u.  -333.976 eV
  37( 2) :   -12.269675 a.u.  -333.875 eV
  38( 2) :   -12.265157 a.u.  -333.752 eV
  39( 2) :   -12.264665 a.u.  -333.738 eV
  40( 2) :   -12.262440 a.u.  -333.678 eV
  41( 2) :   -12.259767 a.u.  -333.605 eV
  42( 2) :   -12.257223 a.u.  -333.536 eV
  43( 2) :    -5.108361 a.u.  -139.006 eV
  44( 2) :    -3.766047 a.u.  -102.479 eV
  45( 2) :    -3.753925 a.u.  -102.149 eV
  46( 2) :    -3.752295 a.u.  -102.105 eV
  47( 2) :    -1.898754 a.u.   -51.668 eV
  48( 2) :    -1.865870 a.u.   -50.773 eV
  49( 2) :    -1.845864 a.u.   -50.229 eV
  50( 2) :    -1.843911 a.u.   -50.175 eV
  51( 2) :    -1.837113 a.u.   -49.990 eV
  52( 2) :    -1.800815 a.u.   -49.003 eV
  53( 2) :    -1.779701 a.u.   -48.428 eV
  54( 2) :    -1.710748 a.u.   -46.552 eV
  55( 2) :    -1.683805 a.u.   -45.819 eV
  56( 2) :    -1.618298 a.u.   -44.036 eV
  57( 2) :    -1.556583 a.u.   -42.357 eV
  58( 2) :    -1.513876 a.u.   -41.195 eV
  59( 2) :    -1.499586 a.u.   -40.806 eV
  60( 2) :    -1.477254 a.u.   -40.198 eV
  61( 2) :    -1.469489 a.u.   -39.987 eV
  62( 2) :    -1.439620 a.u.   -39.174 eV
  63( 2) :    -1.437676 a.u.   -39.121 eV
  64( 2) :    -1.414163 a.u.   -38.481 eV
  65( 2) :    -1.411901 a.u.   -38.420 eV
  66( 2) :    -1.410035 a.u.   -38.369 eV
  67( 2) :    -1.405726 a.u.   -38.252 eV
  68( 2) :    -1.400042 a.u.   -38.097 eV
  69( 2) :    -1.392835 a.u.   -37.901 eV
  70( 2) :    -1.374069 a.u.   -37.390 eV
  71( 2) :    -1.370609 a.u.   -37.296 eV
  72( 2) :    -1.364856 a.u.   -37.140 eV
  73( 2) :    -1.346646 a.u.   -36.644 eV
  74( 2) :    -1.334860 a.u.   -36.323 eV
  75( 2) :    -1.328221 a.u.   -36.143 eV
  76( 2) :    -1.313196 a.u.   -35.734 eV
  77( 2) :    -1.299030 a.u.   -35.348 eV
  78( 2) :    -1.290614 a.u.   -35.119 eV
  79( 2) :    -1.283618 a.u.   -34.929 eV
  80( 2) :    -1.276781 a.u.   -34.743 eV
  81( 2) :    -1.266080 a.u.   -34.452 eV
  82( 2) :    -1.258338 a.u.   -34.241 eV
  83( 2) :    -1.252742 a.u.   -34.089 eV
  84( 2) :    -1.240060 a.u.   -33.744 eV
  85( 2) :    -1.229145 a.u.   -33.447 eV
  86( 2) :    -1.223635 a.u.   -33.297 eV
  87( 2) :    -1.220454 a.u.   -33.210 eV
  88( 2) :    -1.214031 a.u.   -33.035 eV
  89( 2) :    -1.209756 a.u.   -32.919 eV
  90( 2) :    -1.190181 a.u.   -32.386 eV
  91( 2) :    -1.187883 a.u.   -32.324 eV
  92( 2) :    -1.179448 a.u.   -32.094 eV
  93( 2) :    -1.164183 a.u.   -31.679 eV
  94( 2) :    -1.159506 a.u.   -31.552 eV
  95( 2) :    -1.154553 a.u.   -31.417 eV
  96( 2) :    -1.153089 a.u.   -31.377 eV
  97( 2) :    -1.142773 a.u.   -31.096 eV
  98( 2) :    -1.140856 a.u.   -31.044 eV
  99( 2) :    -1.138579 a.u.   -30.982 eV
 100( 2) :    -1.137341 a.u.   -30.949 eV
 101( 2) :    -1.136357 a.u.   -30.922 eV
 102( 2) :    -1.134033 a.u.   -30.859 eV
 103( 2) :    -1.129290 a.u.   -30.730 eV
 104( 2) :    -1.124573 a.u.   -30.601 eV
 105( 2) :    -1.112742 a.u.   -30.279 eV
 106( 2) :    -1.101520 a.u.   -29.974 eV
 107( 2) :    -1.097693 a.u.   -29.870 eV
 108( 2) :    -1.097601 a.u.   -29.867 eV
 109( 2) :    -1.097024 a.u.   -29.852 eV
 110( 2) :    -1.081176 a.u.   -29.420 eV
 111( 2) :    -1.076466 a.u.   -29.292 eV
 112( 2) :    -1.072923 a.u.   -29.196 eV
 113( 2) :    -1.064797 a.u.   -28.975 eV
 114( 2) :    -1.056862 a.u.   -28.759 eV
 115( 2) :    -1.055002 a.u.   -28.708 eV
 116( 2) :    -1.051814 a.u.   -28.621 eV
 117( 2) :    -1.050254 a.u.   -28.579 eV
 118( 2) :    -1.039400 a.u.   -28.284 eV
 119( 2) :    -1.036654 a.u.   -28.209 eV
 120( 2) :    -1.035921 a.u.   -28.189 eV
 121( 2) :    -1.034466 a.u.   -28.149 eV
 122( 2) :    -1.023591 a.u.   -27.853 eV
 123( 2) :    -1.017826 a.u.   -27.696 eV
 124( 2) :    -1.013734 a.u.   -27.585 eV
 125( 2) :    -1.008821 a.u.   -27.451 eV
 126( 2) :    -1.001160 a.u.   -27.243 eV
 127( 2) :    -0.997760 a.u.   -27.150 eV
 128( 2) :    -0.989809 a.u.   -26.934 eV
 129( 2) :    -0.988476 a.u.   -26.898 eV
 130( 2) :    -0.985324 a.u.   -26.812 eV
 131( 2) :    -0.981025 a.u.   -26.695 eV
 132( 2) :    -0.977497 a.u.   -26.599 eV
 133( 2) :    -0.974253 a.u.   -26.511 eV
 134( 2) :    -0.972628 a.u.   -26.467 eV
 135( 2) :    -0.966384 a.u.   -26.297 eV
 136( 2) :    -0.962631 a.u.   -26.195 eV
 137( 2) :    -0.954723 a.u.   -25.979 eV
 138( 2) :    -0.949044 a.u.   -25.825 eV
 139( 2) :    -0.937507 a.u.   -25.511 eV
 140( 2) :    -0.928939 a.u.   -25.278 eV
 141( 2) :    -0.921654 a.u.   -25.079 eV
 142( 2) :    -0.909532 a.u.   -24.750 eV
 143( 2) :    -0.894199 a.u.   -24.332 eV
 144( 2) :    -0.872930 a.u.   -23.754 eV
 145( 2) :    -0.858953 a.u.   -23.373 eV
 146( 2) :    -0.840653 a.u.   -22.875 eV
 147( 2) :    -0.815454 a.u.   -22.190 eV
 148( 2) :    -0.802537 a.u.   -21.838 eV
 149( 1) :    -1.451022 a.u.   -39.484 eV alpha=  -42.753 beta=  -36.216
 150( 1) :    -1.437229 a.u.   -39.109 eV alpha=  -42.493 beta=  -35.725
 151( 1) :    -1.409425 a.u.   -38.352 eV alpha=  -41.130 beta=  -35.574
 152( 0) :    -0.892643 a.u.   -24.290 eV
 153( 0) :    -0.857873 a.u.   -23.344 eV
 154( 0) :    -0.818959 a.u.   -22.285 eV
 155( 0) :    -0.809545 a.u.   -22.029 eV
 156( 0) :    -0.759829 a.u.   -20.676 eV
 157( 0) :    -0.755523 a.u.   -20.559 eV
 158( 0) :    -0.718032 a.u.   -19.539 eV
 159( 0) :    -0.695000 a.u.   -18.912 eV
 160( 0) :    -0.689684 a.u.   -18.767 eV
 161( 0) :    -0.686061 a.u.   -18.669 eV
 162( 0) :    -0.683848 a.u.   -18.608 eV
 163( 0) :    -0.680953 a.u.   -18.530 eV
 164( 0) :    -0.656994 a.u.   -17.878 eV
 165( 0) :    -0.641653 a.u.   -17.460 eV
 166( 0) :    -0.638836 a.u.   -17.384 eV
 167( 0) :    -0.622224 a.u.   -16.932 eV
 168( 0) :    -0.618984 a.u.   -16.843 eV
 169( 0) :    -0.604709 a.u.   -16.455 eV
 170( 0) :    -0.597241 a.u.   -16.252 eV
 171( 0) :    -0.594554 a.u.   -16.179 eV
 172( 0) :    -0.564997 a.u.   -15.374 eV
 173( 0) :    -0.563997 a.u.   -15.347 eV
 174( 0) :    -0.560670 a.u.   -15.257 eV
 175( 0) :    -0.550648 a.u.   -14.984 eV
 176( 0) :    -0.547122 a.u.   -14.888 eV
 177( 0) :    -0.542560 a.u.   -14.764 eV
 178( 0) :    -0.531924 a.u.   -14.474 eV
 179( 0) :    -0.528374 a.u.   -14.378 eV
 180( 0) :    -0.526039 a.u.   -14.314 eV
 181( 0) :    -0.524242 a.u.   -14.265 eV
 182( 0) :    -0.515412 a.u.   -14.025 eV
 183( 0) :    -0.512780 a.u.   -13.953 eV
 184( 0) :    -0.504591 a.u.   -13.731 eV
 185( 0) :    -0.479087 a.u.   -13.037 eV
 186( 0) :    -0.476308 a.u.   -12.961 eV
 187( 0) :    -0.472962 a.u.   -12.870 eV
 188( 0) :    -0.464315 a.u.   -12.635 eV
 189( 0) :    -0.456450 a.u.   -12.421 eV
 190( 0) :    -0.455250 a.u.   -12.388 eV
 191( 0) :    -0.453574 a.u.   -12.342 eV
 192( 0) :    -0.447318 a.u.   -12.172 eV
 193( 0) :    -0.441979 a.u.   -12.027 eV
 194( 0) :    -0.429811 a.u.   -11.696 eV
 195( 0) :    -0.423631 a.u.   -11.528 eV
 196( 0) :    -0.418252 a.u.   -11.381 eV
 197( 0) :    -0.415128 a.u.   -11.296 eV
 198( 0) :    -0.414060 a.u.   -11.267 eV
 199( 0) :    -0.409370 a.u.   -11.140 eV
 200( 0) :    -0.409254 a.u.   -11.136 eV
 201( 0) :    -0.406089 a.u.   -11.050 eV
 202( 0) :    -0.403484 a.u.   -10.979 eV
 203( 0) :    -0.402717 a.u.   -10.958 eV
 204( 0) :    -0.402332 a.u.   -10.948 eV
 205( 0) :    -0.398860 a.u.   -10.854 eV
 206( 0) :    -0.384749 a.u.   -10.470 eV
 207( 0) :    -0.382622 a.u.   -10.412 eV
 208( 0) :    -0.376864 a.u.   -10.255 eV
 209( 0) :    -0.376393 a.u.   -10.242 eV
 210( 0) :    -0.373775 a.u.   -10.171 eV
 211( 0) :    -0.373595 a.u.   -10.166 eV
 212( 0) :    -0.369691 a.u.   -10.060 eV
 213( 0) :    -0.367371 a.u.    -9.997 eV
 214( 0) :    -0.364734 a.u.    -9.925 eV
 215( 0) :    -0.361931 a.u.    -9.849 eV
 216( 0) :    -0.360029 a.u.    -9.797 eV
 217( 0) :    -0.351319 a.u.    -9.560 eV
 218( 0) :    -0.347401 a.u.    -9.453 eV
 219( 0) :    -0.346504 a.u.    -9.429 eV
 220( 0) :    -0.344652 a.u.    -9.378 eV
 221( 0) :    -0.340066 a.u.    -9.254 eV
 222( 0) :    -0.329407 a.u.    -8.964 eV
 223( 0) :    -0.326663 a.u.    -8.889 eV
 224( 0) :    -0.318551 a.u.    -8.668 eV
 225( 0) :    -0.315669 a.u.    -8.590 eV
 226( 0) :    -0.313492 a.u.    -8.531 eV
 227( 0) :    -0.309913 a.u.    -8.433 eV
 228( 0) :    -0.301948 a.u.    -8.216 eV
 229( 0) :    -0.297478 a.u.    -8.095 eV
 230( 0) :    -0.288896 a.u.    -7.861 eV
 231( 0) :    -0.278247 a.u.    -7.571 eV
 232( 0) :    -0.248593 a.u.    -6.765 eV
 233( 0) :    -0.232220 a.u.    -6.319 eV
 234( 0) :    -0.226478 a.u.    -6.163 eV
 235( 0) :    -0.192963 a.u.    -5.251 eV
 236( 0) :    -0.192151 a.u.    -5.229 eV
 237( 0) :    -0.185515 a.u.    -5.048 eV
 238( 0) :    -0.178913 a.u.    -4.868 eV
 239( 0) :    -0.166668 a.u.    -4.535 eV
 240( 0) :    -0.157833 a.u.    -4.295 eV
 241( 0) :    -0.156235 a.u.    -4.251 eV
 242( 0) :    -0.153507 a.u.    -4.177 eV
 243( 0) :    -0.151984 a.u.    -4.136 eV
 244( 0) :    -0.145436 a.u.    -3.958 eV
 245( 0) :    -0.142700 a.u.    -3.883 eV
 246( 0) :    -0.140213 a.u.    -3.815 eV
 247( 0) :    -0.136670 a.u.    -3.719 eV
 248( 0) :    -0.119145 a.u.    -3.242 eV
 249( 0) :    -0.117030 a.u.    -3.185 eV
 250( 0) :    -0.113559 a.u.    -3.090 eV
 251( 0) :    -0.109643 a.u.    -2.984 eV
 252( 0) :    -0.107507 a.u.    -2.925 eV
 253( 0) :    -0.096369 a.u.    -2.622 eV
 254( 0) :    -0.094505 a.u.    -2.572 eV
 255( 0) :    -0.089236 a.u.    -2.428 eV
 256( 0) :    -0.084647 a.u.    -2.303 eV
 257( 0) :    -0.080179 a.u.    -2.182 eV
 258( 0) :    -0.077668 a.u.    -2.113 eV
 259( 0) :    -0.074307 a.u.    -2.022 eV
 260( 0) :    -0.072329 a.u.    -1.968 eV
 261( 0) :    -0.070030 a.u.    -1.906 eV
 262( 0) :    -0.065195 a.u.    -1.774 eV
 263( 0) :    -0.058859 a.u.    -1.602 eV
 264( 0) :    -0.056487 a.u.    -1.537 eV
 265( 0) :    -0.052177 a.u.    -1.420 eV
 266( 0) :    -0.047562 a.u.    -1.294 eV
 267( 0) :    -0.046926 a.u.    -1.277 eV
 268( 0) :    -0.045441 a.u.    -1.237 eV
 269( 0) :    -0.040677 a.u.    -1.107 eV
 270( 0) :    -0.038532 a.u.    -1.049 eV
 271( 0) :    -0.036923 a.u.    -1.005 eV
 272( 0) :    -0.035902 a.u.    -0.977 eV
 273( 0) :    -0.030434 a.u.    -0.828 eV
 274( 0) :    -0.026257 a.u.    -0.714 eV
 275( 0) :    -0.019815 a.u.    -0.539 eV
 276( 0) :    -0.016125 a.u.    -0.439 eV
 277( 0) :    -0.015328 a.u.    -0.417 eV
 278( 0) :    -0.010735 a.u.    -0.292 eV
 279( 0) :    -0.001889 a.u.    -0.051 eV
 280( 0) :    -0.000430 a.u.    -0.012 eV
 281( 0) :     0.006190 a.u.     0.168 eV
 282( 0) :     0.011091 a.u.     0.302 eV
 283( 0) :     0.015894 a.u.     0.432 eV
 284( 0) :     0.024235 a.u.     0.659 eV
 285( 0) :     0.026129 a.u.     0.711 eV
 286( 0) :     0.030928 a.u.     0.842 eV
 287( 0) :     0.036186 a.u.     0.985 eV
 288( 0) :     0.041711 a.u.     1.135 eV
 289( 0) :     0.048210 a.u.     1.312 eV
 290( 0) :     0.052587 a.u.     1.431 eV
 291( 0) :     0.055809 a.u.     1.519 eV
 292( 0) :     0.061999 a.u.     1.687 eV
 293( 0) :     0.065170 a.u.     1.773 eV
 294( 0) :     0.070797 a.u.     1.926 eV
 295( 0) :     0.078382 a.u.     2.133 eV
 296( 0) :     0.080525 a.u.     2.191 eV
 297( 0) :     0.082869 a.u.     2.255 eV
 298( 0) :     0.088862 a.u.     2.418 eV
 299( 0) :     0.090122 a.u.     2.452 eV
 300( 0) :     0.096662 a.u.     2.630 eV
 301( 0) :     0.098192 a.u.     2.672 eV
 302( 0) :     0.102960 a.u.     2.802 eV
 303( 0) :     0.111047 a.u.     3.022 eV
 304( 0) :     0.112500 a.u.     3.061 eV
 305( 0) :     0.118165 a.u.     3.215 eV
 306( 0) :     0.121163 a.u.     3.297 eV
 307( 0) :     0.124363 a.u.     3.384 eV
 308( 0) :     0.126873 a.u.     3.452 eV
 309( 0) :     0.131880 a.u.     3.589 eV
 310( 0) :     0.136418 a.u.     3.712 eV
 311( 0) :     0.143760 a.u.     3.912 eV
 312( 0) :     0.144652 a.u.     3.936 eV
 313( 0) :     0.148462 a.u.     4.040 eV
 314( 0) :     0.151644 a.u.     4.126 eV
 315( 0) :     0.152843 a.u.     4.159 eV
 316( 0) :     0.157286 a.u.     4.280 eV
 317( 0) :     0.161574 a.u.     4.397 eV
 318( 0) :     0.162078 a.u.     4.410 eV
 319( 0) :     0.166882 a.u.     4.541 eV
 320( 0) :     0.170490 a.u.     4.639 eV
 321( 0) :     0.172647 a.u.     4.698 eV
 322( 0) :     0.174003 a.u.     4.735 eV
 323( 0) :     0.175453 a.u.     4.774 eV
 324( 0) :     0.178813 a.u.     4.866 eV
 325( 0) :     0.179795 a.u.     4.892 eV
 326( 0) :     0.180835 a.u.     4.921 eV
 327( 0) :     0.185122 a.u.     5.037 eV
 328( 0) :     0.186553 a.u.     5.076 eV
 329( 0) :     0.192235 a.u.     5.231 eV
 330( 0) :     0.195781 a.u.     5.327 eV
 331( 0) :     0.200129 a.u.     5.446 eV
 332( 0) :     0.201261 a.u.     5.477 eV
 333( 0) :     0.206873 a.u.     5.629 eV
 334( 0) :     0.207524 a.u.     5.647 eV
 335( 0) :     0.213506 a.u.     5.810 eV
 336( 0) :     0.215674 a.u.     5.869 eV
 337( 0) :     0.219314 a.u.     5.968 eV
 338( 0) :     0.224092 a.u.     6.098 eV
 339( 0) :     0.225535 a.u.     6.137 eV
 340( 0) :     0.228741 a.u.     6.224 eV
 341( 0) :     0.232033 a.u.     6.314 eV
 342( 0) :     0.240944 a.u.     6.556 eV
 343( 0) :     0.243277 a.u.     6.620 eV
 344( 0) :     0.249797 a.u.     6.797 eV
 345( 0) :     0.252797 a.u.     6.879 eV
 346( 0) :     0.260262 a.u.     7.082 eV
 347( 0) :     0.262474 a.u.     7.142 eV
 348( 0) :     0.265301 a.u.     7.219 eV
 349( 0) :     0.269104 a.u.     7.323 eV
 350( 0) :     0.274120 a.u.     7.459 eV
 351( 0) :     0.276514 a.u.     7.524 eV
 352( 0) :     0.286155 a.u.     7.787 eV
 353( 0) :     0.286933 a.u.     7.808 eV
 354( 0) :     0.291052 a.u.     7.920 eV
 355( 0) :     0.297189 a.u.     8.087 eV
 356( 0) :     0.305991 a.u.     8.326 eV
 357( 0) :     0.315725 a.u.     8.591 eV
 358( 0) :     0.322386 a.u.     8.773 eV
 359( 0) :     0.332080 a.u.     9.036 eV
 360( 0) :     0.338315 a.u.     9.206 eV
 361( 0) :     0.344607 a.u.     9.377 eV
 362( 0) :     0.351345 a.u.     9.561 eV
 363( 0) :     0.361864 a.u.     9.847 eV
 364( 0) :     0.368744 a.u.    10.034 eV
 365( 0) :     0.374197 a.u.    10.182 eV
 366( 0) :     0.381087 a.u.    10.370 eV
 367( 0) :     0.384923 a.u.    10.474 eV
 368( 0) :     0.388932 a.u.    10.583 eV
 369( 0) :     0.391657 a.u.    10.658 eV
 370( 0) :     0.396270 a.u.    10.783 eV
 371( 0) :     0.402845 a.u.    10.962 eV
 372( 0) :     0.407536 a.u.    11.090 eV
 373( 0) :     0.414375 a.u.    11.276 eV
 374( 0) :     0.418391 a.u.    11.385 eV
 375( 0) :     0.423234 a.u.    11.517 eV
 376( 0) :     0.435474 a.u.    11.850 eV
 377( 0) :     0.445843 a.u.    12.132 eV
 378( 0) :     0.452597 a.u.    12.316 eV
 379( 0) :     0.458559 a.u.    12.478 eV
 380( 0) :     0.465016 a.u.    12.654 eV
 381( 0) :     0.468492 a.u.    12.748 eV
 382( 0) :     0.484406 a.u.    13.181 eV
 383( 0) :     0.489143 a.u.    13.310 eV
 384( 0) :     0.499199 a.u.    13.584 eV
 385( 0) :     0.502412 a.u.    13.671 eV
 386( 0) :     0.513741 a.u.    13.980 eV
 387( 0) :     0.521368 a.u.    14.187 eV
 388( 0) :     0.524223 a.u.    14.265 eV
 389( 0) :     0.529461 a.u.    14.407 eV
 390( 0) :     0.535658 a.u.    14.576 eV
 391( 0) :     0.538018 a.u.    14.640 eV
 392( 0) :     0.542600 a.u.    14.765 eV
 393( 0) :     0.546121 a.u.    14.861 eV
 394( 0) :     0.552639 a.u.    15.038 eV
 395( 0) :     0.561090 a.u.    15.268 eV
 396( 0) :     0.570432 a.u.    15.522 eV
 397( 0) :     0.578272 a.u.    15.736 eV
 398( 0) :     0.590599 a.u.    16.071 eV
 399( 0) :     0.593699 a.u.    16.155 eV
 400( 0) :     0.600142 a.u.    16.331 eV
 401( 0) :     0.612179 a.u.    16.658 eV
 402( 0) :     0.617402 a.u.    16.800 eV
 403( 0) :     0.627973 a.u.    17.088 eV
 404( 0) :     0.638624 a.u.    17.378 eV
 405( 0) :     0.639466 a.u.    17.401 eV
 406( 0) :     0.648148 a.u.    17.637 eV
 407( 0) :     0.650423 a.u.    17.699 eV
 408( 0) :     0.666601 a.u.    18.139 eV
 409( 0) :     0.670958 a.u.    18.258 eV
 410( 0) :     0.688224 a.u.    18.728 eV
 411( 0) :     0.691198 a.u.    18.808 eV
 412( 0) :     0.694971 a.u.    18.911 eV
 413( 0) :     0.699238 a.u.    19.027 eV
 414( 0) :     0.717235 a.u.    19.517 eV
 415( 0) :     0.727379 a.u.    19.793 eV
 416( 0) :     0.730344 a.u.    19.874 eV
 417( 0) :     0.732433 a.u.    19.931 eV
 418( 0) :     0.734767 a.u.    19.994 eV
 419( 0) :     0.748782 a.u.    20.375 eV
 420( 0) :     0.753220 a.u.    20.496 eV
 421( 0) :     0.757008 a.u.    20.599 eV
 422( 0) :     0.760805 a.u.    20.703 eV
 423( 0) :     0.765010 a.u.    20.817 eV
 424( 0) :     0.769319 a.u.    20.934 eV
 425( 0) :     0.779626 a.u.    21.215 eV
 426( 0) :     0.783331 a.u.    21.316 eV
 427( 0) :     0.783707 a.u.    21.326 eV
 428( 0) :     0.791130 a.u.    21.528 eV
 429( 0) :     0.794136 a.u.    21.610 eV
 430( 0) :     0.805341 a.u.    21.914 eV
 431( 0) :     0.806954 a.u.    21.958 eV
 432( 0) :     0.810345 a.u.    22.051 eV
 433( 0) :     0.816656 a.u.    22.222 eV
 434( 0) :     0.824554 a.u.    22.437 eV
 435( 0) :     0.832978 a.u.    22.666 eV
 436( 0) :     0.841010 a.u.    22.885 eV
 437( 0) :     0.853098 a.u.    23.214 eV
 438( 0) :     0.867544 a.u.    23.607 eV
 439( 0) :     0.882532 a.u.    24.015 eV
 440( 0) :     0.889445 a.u.    24.203 eV
 441( 0) :     0.895962 a.u.    24.380 eV
 442( 0) :     0.909857 a.u.    24.758 eV
 443( 0) :     0.914145 a.u.    24.875 eV
 444( 0) :     0.922842 a.u.    25.112 eV
 445( 0) :     0.939061 a.u.    25.553 eV
 446( 0) :     0.944204 a.u.    25.693 eV
 447( 0) :     0.956713 a.u.    26.033 eV
 448( 0) :     0.968959 a.u.    26.367 eV
 449( 0) :     0.973552 a.u.    26.492 eV
 450( 0) :     0.983181 a.u.    26.754 eV
 451( 0) :     0.999964 a.u.    27.210 eV
 452( 0) :     1.005154 a.u.    27.352 eV
 453( 0) :     1.008744 a.u.    27.449 eV
 454( 0) :     1.025719 a.u.    27.911 eV
 455( 0) :     1.027842 a.u.    27.969 eV
 456( 0) :     1.032872 a.u.    28.106 eV
 457( 0) :     1.038772 a.u.    28.266 eV
 458( 0) :     1.045896 a.u.    28.460 eV
 459( 0) :     1.051100 a.u.    28.602 eV
 460( 0) :     1.061161 a.u.    28.876 eV
 461( 0) :     1.063938 a.u.    28.951 eV
 462( 0) :     1.070350 a.u.    29.126 eV
 463( 0) :     1.082250 a.u.    29.450 eV
 464( 0) :     1.097251 a.u.    29.858 eV
 465( 0) :     1.102660 a.u.    30.005 eV
 466( 0) :     1.104610 a.u.    30.058 eV
 467( 0) :     1.108031 a.u.    30.151 eV
 468( 0) :     1.113876 a.u.    30.310 eV
 469( 0) :     1.124086 a.u.    30.588 eV
 470( 0) :     1.126661 a.u.    30.658 eV
 471( 0) :     1.130481 a.u.    30.762 eV
 472( 0) :     1.139438 a.u.    31.006 eV
 473( 0) :     1.143537 a.u.    31.117 eV
 474( 0) :     1.152861 a.u.    31.371 eV
 475( 0) :     1.157548 a.u.    31.498 eV
 476( 0) :     1.157814 a.u.    31.506 eV
 477( 0) :     1.167030 a.u.    31.756 eV
 478( 0) :     1.175896 a.u.    31.998 eV
 479( 0) :     1.190859 a.u.    32.405 eV
 480( 0) :     1.193701 a.u.    32.482 eV
 481( 0) :     1.202512 a.u.    32.722 eV
 482( 0) :     1.219884 a.u.    33.195 eV
 483( 0) :     1.222806 a.u.    33.274 eV
 484( 0) :     1.225413 a.u.    33.345 eV
 485( 0) :     1.234415 a.u.    33.590 eV
 486( 0) :     1.244154 a.u.    33.855 eV
 487( 0) :     1.246171 a.u.    33.910 eV
 488( 0) :     1.251855 a.u.    34.065 eV
 489( 0) :     1.256906 a.u.    34.202 eV
 490( 0) :     1.269921 a.u.    34.556 eV
 491( 0) :     1.274069 a.u.    34.669 eV
 492( 0) :     1.284385 a.u.    34.950 eV
 493( 0) :     1.301223 a.u.    35.408 eV
 494( 0) :     1.320600 a.u.    35.935 eV
 495( 0) :     1.326089 a.u.    36.085 eV
 496( 0) :     1.332795 a.u.    36.267 eV
 497( 0) :     1.338711 a.u.    36.428 eV
 498( 0) :     1.348007 a.u.    36.681 eV
 499( 0) :     1.355380 a.u.    36.882 eV
 500( 0) :     1.359355 a.u.    36.990 eV
 501( 0) :     1.362195 a.u.    37.067 eV
 502( 0) :     1.370257 a.u.    37.287 eV
 503( 0) :     1.377687 a.u.    37.489 eV
 504( 0) :     1.380638 a.u.    37.569 eV
 505( 0) :     1.386309 a.u.    37.723 eV
 506( 0) :     1.392329 a.u.    37.887 eV
 507( 0) :     1.399824 a.u.    38.091 eV
 508( 0) :     1.401949 a.u.    38.149 eV
 509( 0) :     1.403606 a.u.    38.194 eV
 510( 0) :     1.428371 a.u.    38.868 eV
 511( 0) :     1.429721 a.u.    38.905 eV
 512( 0) :     1.434687 a.u.    39.040 eV
 513( 0) :     1.437846 a.u.    39.126 eV
 514( 0) :     1.440249 a.u.    39.191 eV
 515( 0) :     1.443042 a.u.    39.267 eV
 516( 0) :     1.466114 a.u.    39.895 eV
 517( 0) :     1.480688 a.u.    40.292 eV
 518( 0) :     1.482245 a.u.    40.334 eV
 519( 0) :     1.496420 a.u.    40.720 eV
 520( 0) :     1.503443 a.u.    40.911 eV
 521( 0) :     1.507626 a.u.    41.025 eV
 522( 0) :     1.518643 a.u.    41.324 eV
 523( 0) :     1.520958 a.u.    41.387 eV
 524( 0) :     1.532444 a.u.    41.700 eV
 525( 0) :     1.540005 a.u.    41.906 eV
 526( 0) :     1.548629 a.u.    42.140 eV
 527( 0) :     1.557040 a.u.    42.369 eV
 528( 0) :     1.569444 a.u.    42.707 eV
 529( 0) :     1.580142 a.u.    42.998 eV
 530( 0) :     1.585627 a.u.    43.147 eV
 531( 0) :     1.589693 a.u.    43.258 eV
 532( 0) :     1.593403 a.u.    43.359 eV
 533( 0) :     1.599767 a.u.    43.532 eV
 534( 0) :     1.609145 a.u.    43.787 eV
 535( 0) :     1.615442 a.u.    43.958 eV
 536( 0) :     1.622614 a.u.    44.154 eV
 537( 0) :     1.631785 a.u.    44.403 eV
 538( 0) :     1.651289 a.u.    44.934 eV
 539( 0) :     1.656638 a.u.    45.079 eV
 540( 0) :     1.667887 a.u.    45.386 eV
 541( 0) :     1.680601 a.u.    45.731 eV
 542( 0) :     1.689413 a.u.    45.971 eV
 543( 0) :     1.695464 a.u.    46.136 eV
 544( 0) :     1.709426 a.u.    46.516 eV
 545( 0) :     1.713123 a.u.    46.616 eV
 546( 0) :     1.721337 a.u.    46.840 eV
 547( 0) :     1.727272 a.u.    47.001 eV
 548( 0) :     1.729586 a.u.    47.064 eV
 549( 0) :     1.747405 a.u.    47.549 eV
 550( 0) :     1.754486 a.u.    47.742 eV
 551( 0) :     1.763744 a.u.    47.994 eV
 552( 0) :     1.766240 a.u.    48.062 eV
 553( 0) :     1.770727 a.u.    48.184 eV
 554( 0) :     1.778047 a.u.    48.383 eV
 555( 0) :     1.784188 a.u.    48.550 eV
 556( 0) :     1.796268 a.u.    48.879 eV
 557( 0) :     1.826432 a.u.    49.700 eV
 558( 0) :     1.830591 a.u.    49.813 eV
 559( 0) :     1.835889 a.u.    49.957 eV
 560( 0) :     1.844465 a.u.    50.190 eV
 561( 0) :     1.851970 a.u.    50.395 eV
 562( 0) :     1.859708 a.u.    50.605 eV
 563( 0) :     1.871080 a.u.    50.915 eV
 564( 0) :     1.879516 a.u.    51.144 eV
 565( 0) :     1.883159 a.u.    51.243 eV
 566( 0) :     1.889157 a.u.    51.407 eV
 567( 0) :     1.890884 a.u.    51.454 eV
 568( 0) :     1.897545 a.u.    51.635 eV
 569( 0) :     1.902439 a.u.    51.768 eV
 570( 0) :     1.910454 a.u.    51.986 eV
 571( 0) :     1.919286 a.u.    52.226 eV
 572( 0) :     1.924889 a.u.    52.379 eV
 573( 0) :     1.926813 a.u.    52.431 eV
 574( 0) :     1.934947 a.u.    52.653 eV
 575( 0) :     1.942976 a.u.    52.871 eV
 576( 0) :     1.955442 a.u.    53.210 eV
 577( 0) :     1.956759 a.u.    53.246 eV
 578( 0) :     1.962522 a.u.    53.403 eV
 579( 0) :     1.976918 a.u.    53.795 eV
 580( 0) :     1.989632 a.u.    54.141 eV
 581( 0) :     2.003343 a.u.    54.514 eV
 582( 0) :     2.008581 a.u.    54.656 eV
 583( 0) :     2.028573 a.u.    55.200 eV
 584( 0) :     2.037066 a.u.    55.431 eV
 585( 0) :     2.040321 a.u.    55.520 eV
 586( 0) :     2.046094 a.u.    55.677 eV
 587( 0) :     2.066856 a.u.    56.242 eV
 588( 0) :     2.084884 a.u.    56.733 eV
 589( 0) :     2.113940 a.u.    57.523 eV
 590( 0) :     2.127773 a.u.    57.900 eV
 591( 0) :     2.139469 a.u.    58.218 eV
 592( 0) :     2.165303 a.u.    58.921 eV
 593( 0) :     2.185204 a.u.    59.462 eV
 594( 0) :     2.193099 a.u.    59.677 eV
 595( 0) :     2.211631 a.u.    60.182 eV
 596( 0) :     2.226699 a.u.    60.592 eV
 597( 0) :     2.248284 a.u.    61.179 eV
 598( 0) :     2.275972 a.u.    61.932 eV
 599( 0) :     2.318977 a.u.    63.103 eV
 600( 0) :     2.336235 a.u.    63.572 eV
 601( 0) :     2.369996 a.u.    64.491 eV
 602( 0) :     2.425585 a.u.    66.004 eV
 603( 0) :     2.430166 a.u.    66.128 eV
 604( 0) :     2.465389 a.u.    67.087 eV
 605( 0) :     2.485578 a.u.    67.636 eV
 606( 0) :     2.489733 a.u.    67.749 eV
 607( 0) :     2.560016 a.u.    69.662 eV
 608( 0) :     2.590096 a.u.    70.480 eV
 609( 0) :     2.600625 a.u.    70.767 eV
 610( 0) :     2.637795 a.u.    71.778 eV
 611( 0) :     2.696890 a.u.    73.386 eV
 612( 0) :     2.715128 a.u.    73.882 eV
 613( 0) :     2.727160 a.u.    74.210 eV
 614( 0) :     2.744240 a.u.    74.675 eV
 615( 0) :     2.770704 a.u.    75.395 eV
 616( 0) :     3.527564 a.u.    95.990 eV
 617( 0) :     3.531639 a.u.    96.101 eV
 618( 0) :     3.540151 a.u.    96.332 eV
 619( 0) :     3.542526 a.u.    96.397 eV
 620( 0) :     3.560616 a.u.    96.889 eV
 621( 0) :     3.563426 a.u.    96.966 eV
 622( 0) :     3.565354 a.u.    97.018 eV
-------






Output text



<comment class="example.output" id="natural">
      <module cmlx:templateRef="natural">
         <array dataType="xsd:double" dictRef="cc:occup" size="623">2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000 2.00000
               2.00000 2.00000 2.00000 1.99999 1.99999 1.99999 1.99999 1.99999 1.99998
               1.99998 1.99998 1.99996 1.99996 1.99995 1.99993 1.99991 1.99985 1.99981
               1.99202 1.97960 1.00000 1.00000 1.00000 0.02040 0.00798 0.00019 0.00015
               0.00009 0.00007 0.00005 0.00004 0.00004 0.00002 0.00002 0.00002 0.00001
               0.00001 0.00001 0.00001 0.00001 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000
               0.00000 0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000
               -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000
               -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000
               -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000
               -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000 -0.00000
               -0.00000 -0.00000 -0.00000 -0.00000</array>
      </module>
    </comment>






Template definition



<record repeat="5" />
<record repeat="*">\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}</record>
<record repeat="*">\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*</record>
<record repeat="*">\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*</record>
<record repeat="*">\s*N\[.*\]={F,cc:occup}\s*N\[.*\]={F,cc:occup}\s*</record>
<record repeat="*">\s*N\[.*\]={F,cc:occup}\s*</record>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occup']" />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	basis



	name

	Basis Set Information



	pattern

	\s*\-+\s*$\s*BASIS\sSET\sINFORMATION\s*$\s*\-+\s*



	endPattern

	\s+\*{5,}.*



	endPattern2

	\-+.*$\S+.*$\-+.*



	endPattern3

	~



	endOffset

	0



	xml:base

	job/basis.xml







Input



---------------------
BASIS SET INFORMATION
---------------------
There are 4 groups of distinct atoms

 Group   1 Type O   : 7s4p1d contracted to 3s2p1d pattern {511/31/1}
 Group   2 Type H   : 4s1p contracted to 2s1p pattern {31/1}
 Group   3 Type C   : 7s4p1d contracted to 3s2p1d pattern {511/31/1}
 Group   4 Type N   : 7s4p1d contracted to 3s2p1d pattern {511/31/1}

Atom   0O    basis set group =>   1
Atom   1O    basis set group =>   1
Atom   2H    basis set group =>   2
Atom   3H    basis set group =>   2
Atom   4H    basis set group =>   2
Atom   5H    basis set group =>   2
Atom   6O    basis set group =>   1
Atom   7C    basis set group =>   3
Atom   8C    basis set group =>   3
Atom   9C    basis set group =>   3
Atom  10H    basis set group =>   2
Atom  11H    basis set group =>   2
Atom  12H    basis set group =>   2
Atom  13H    basis set group =>   2
Atom  14H    basis set group =>   2
Atom  15H    basis set group =>   2
Atom  16O    basis set group =>   1
Atom  17N    basis set group =>   4
Atom  18N    basis set group =>   4
Atom  19C    basis set group =>   3
Atom  20C    basis set group =>   3
Atom  21C    basis set group =>   3
Atom  22C    basis set group =>   3
Atom  23C    basis set group =>   3
Atom  24C    basis set group =>   3
Atom  25C    basis set group =>   3
Atom  26C    basis set group =>   3
Atom  27H    basis set group =>   2
Atom  28H    basis set group =>   2
Atom  29H    basis set group =>   2
Atom  30H    basis set group =>   2
Atom  31H    basis set group =>   2
Atom  32H    basis set group =>   2
Atom  33H    basis set group =>   2
Atom  34H    basis set group =>   2
Atom  35H    basis set group =>   2
Atom  36H    basis set group =>   2
Atom  37H    basis set group =>   2
Atom  38H    basis set group =>   2
Atom  39H    basis set group =>   2
Atom  40H    basis set group =>   2
-------------------------------






Output text



<comment class="example.output" id="basis">
      <module cmlx:templateRef="basis">
         <list cmlx:templateRef="group">
            <array dataType="xsd:integer" dictRef="o:group" size="4">1 2 3 4</array>
            <array dataType="xsd:string" dictRef="o:primitive" size="4">7s4p1d 4s1p 7s4p1d 7s4p1d</array>
            <array dataType="xsd:string" dictRef="o:contraction" size="4">3s2p1d 2s1p 3s2p1d 3s2p1d</array>
         </list>
         <list dictRef="atombasis">
            <array dataType="xsd:integer" dictRef="cc:serial" size="41">0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="41">O O H H H H O C C C H H H H H H O N N C C C C C C C C H H H H H H H H H H H H H H</array>
            <array dataType="xsd:integer" dictRef="o:group" size="41">1 1 2 2 2 2 1 3 3 3 2 2 2 2 2 2 1 4 4 3 3 3 3 3 3 3 3 2 2 2 2 2 2 2 2 2 2 2 2 2 2</array>
         </list>
      </module>
    </comment>






Template definition



<templateList>  <template id="basisgroups" pattern="\s*Group.*" endPattern="\s*" endPattern2="~">    <record id="group" repeat="*">\s*Group{I,o:group}Type.*:{A,o:primitive}contracted\sto\s{A,o:contraction}pattern.*</record>
        </template>  <template id="atombasis" pattern="\s*Atom.*" endPattern=".*" endPattern2="~" repeat="*">    <record>\s*Atom{I,cc:serial}{A,cc:elementType}basis\sset\sgroup\s=>{I,o:group}</record>
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='group']//cml:scalar[@dictRef='o:group']" />
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='group']//cml:scalar[@dictRef='o:primitive']" />
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='group']//cml:scalar[@dictRef='o:contraction']" />
<transform process="move" xpath=".//cml:list[@cmlx:templateRef='group']/cml:list/cml:array" to=".//cml:list[@cmlx:templateRef='group']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="moveRelative" xpath=".//cml:list[@cmlx:templateRef='group']" to="../.." />
<transform process="createArray" xpath="." from=".//cml:module[@cmlx:templateRef='atombasis']//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:module[@cmlx:templateRef='atombasis']//cml:scalar[@dictRef='cc:elementType']" />
<transform process="createArray" xpath="." from=".//cml:module[@cmlx:templateRef='atombasis']//cml:scalar[@dictRef='o:group']" />
<transform process="addChild" xpath="." elementName="cml:list" dictRef="atombasis" />
<transform process="move" xpath=".//cml:module[@cmlx:templateRef='atombasis']//cml:array" to=".//cml:list[@dictRef='atombasis']" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	basisecp



	name

	ECP Parameter Information



	pattern

	\s*-{20}.*$\s*ECP\sPARAMETER\sINFORMATION.*



	endPattern

	\s*Atom.*$\s*



	endPattern2

	\s*$\s*-{20}.*



	endPattern3

	\s*$\s*



	endPattern4

	~



	endOffset

	1



	repeat

	*



	xml:base

	job/basisecp.xml







Input



-------------------------
ECP PARAMETER INFORMATION
-------------------------

 Group 1, Type Ru ECP SD(28,MWB) (replacing 28 core electrons, lmax=4)

Atom   0Ru   ECP group =>   1






Output text



<comment class="example.output" id="basisecp">
        <module cmlx:templateRef="basisecp">
            <module cmlx:templateRef="basisgroups">
               <list cmlx:templateRef="group">
                  <list>
                     <scalar dataType="xsd:integer" dictRef="o:group">1</scalar>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Ru</scalar>
                     <scalar dataType="xsd:string" dictRef="o:ecptype">ECP SD(28,MWB)</scalar>
                  </list>
               </list>
            </module>
            <module cmlx:templateRef="atombasis">
               <list cmlx:templateRef="missingID">
                  <list>
                     <scalar dataType="xsd:integer" dictRef="cc:serial">0</scalar>
                     <scalar dataType="xsd:string" dictRef="cc:elementType">Ru</scalar>
                     <scalar dataType="xsd:integer" dictRef="o:group">1</scalar>
                  </list>
               </list>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <template id="basisgroups" pattern="\s*Group.*" endPattern="\s*" endPattern2="~">    <record id="group" repeat="*">\s*Group{I,o:group},\s*Type{A,cc:elementType}{X,o:ecptype}\(replacing.*</record>
        </template>  <template id="atombasis" pattern="\s*Atom.*" endPattern=".*" endPattern2="~" repeat="*">    <record repeat="*">\s*Atom{I,cc:serial}{A,cc:elementType}ECP\sgroup\s=>{I,o:group}</record>
        </template>
    </templateList>
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	finalspenergy



	name

	Final Single Point Energy



	pattern

	\s*-{20,}.*$\s*FINAL\sSINGLE\sPOINT\sENERGY.*



	endPattern

	\s*



	repeat

	*



	xml:base

	job/energies/final.xml







Input



-------------------------   ----------------
FINAL SINGLE POINT ENERGY    -3947.384041263
-------------------------   ----------------






Input



-------------------------   --------------------
FINAL SINGLE POINT ENERGY     -1339.461219357614   (SCF not fully converged!)
-------------------------   --------------------






Output text



<comment class="example.output" id="finalspenergy">
      <module cmlx:templateRef="finalspenergy">
         <scalar dataType="xsd:double" dictRef="cc:energy">-3947.384041263</scalar>
      </module>
    </comment>






Output text



<comment class="example.output" id="finalspenergy2">
      <module cmlx:templateRef="finalspenergy">
         <scalar dataType="xsd:double" dictRef="cc:energy">-1339.461219357614</scalar>
      </module>
    </comment>






Template definition



<record />
<record>\s*FINAL\sSINGLE\sPOINT\sENERGY{F,cc:energy}.*</record>
<transform process="move" xpath=".//cml:scalar[@dictRef='cc:energy']" to="." />
<transform process="delete" xpath=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	totalenergy



	name

	Total SCF energy



	pattern

	\s*-+.*$\s*TOTAL\sSCF\sENERGY\s*



	endPattern

	\s+\*{5,}.*



	endPattern2

	\-+.*$\S+.*$\-+.*



	endOffset

	0



	xml:base

	job/energies/total.xml







Input



----------------
TOTAL SCF ENERGY
----------------

Total Energy       :         -228.92495871 Eh           -6229.36482 eV

Components:
Nuclear Repulsion  :          120.17448994 Eh            3270.11412 eV
Electronic Energy  :         -349.09944865 Eh           -9499.47894 eV

One Electron Energy:         -550.00631780 Eh          -14966.43279 eV
Two Electron Energy:          200.90686915 Eh            5466.95384 eV

Virial components:
Potential Energy   :         -455.74150374 Eh          -12401.35679 eV
Kinetic Energy     :          226.81654504 Eh            6171.99197 eV
Virial Ratio       :            2.00929568


DFT components:
N(Alpha)           :       16.000004642086 electrons
N(Beta)            :       16.000004642086 electrons
N(Total)           :       32.000009284172 electrons
E(X)               :      -28.295324961944 Eh
E(C)               :       -1.174635717062 Eh
E(XC)              :      -29.469960679007 Eh

---------------






Input



----------------
TOTAL SCF ENERGY
----------------

Total Energy       :        -3796.80553581 Eh         -103316.33113 eV

Components:
Nuclear Repulsion  :         2238.34142232 Eh           60908.36662 eV
Electronic Energy  :        -6035.14695814 Eh         -164224.69775 eV
One Electron Energy:        -9672.23819548 Eh         -263194.98187 eV
Two Electron Energy:         3637.09123734 Eh           98970.28412 eV
Max COSX asymmetry :            0.00000043 Eh               0.00001 eV

Virial components:
Potential Energy   :        -7591.32951133 Eh         -206570.57785 eV
Kinetic Energy     :         3794.52397551 Eh          103254.24672 eV
Virial Ratio       :            2.00060128


DFT components:
N(Alpha)           :       89.999968770854 electrons
N(Beta)            :       85.999966063689 electrons
N(Total)           :      175.999934834543 electrons
E(X)               :     -179.462545447663 Eh
E(C)               :       -7.917251270004 Eh
E(XC)              :     -187.379796717667 Eh
DFET-embed. en.    :        0.000000000000 Eh

---------------






Output text



<comment class="example.output" id="final">
        <module cmlx:templateRef="totalenergy" dictRef="cc:userDefinedModule">
           <scalar dataType="xsd:double" dictRef="cc:totalener" units="nonsi:hartree">-228.92495871</scalar>
           <scalar dataType="xsd:double" dictRef="cc:nucrepener" units="nonsi:hartree">120.17448994</scalar>
           <scalar dataType="xsd:double" dictRef="cc:electener" units="nonsi:hartree">-349.09944865</scalar>
           <scalar dataType="xsd:double" dictRef="cc:oneelecener" units="nonsi:hartree">-550.00631780</scalar>
           <scalar dataType="xsd:double" dictRef="cc:twoeener" units="nonsi:hartree">200.90686915</scalar>
           <scalar dataType="xsd:double" dictRef="cc:potentialEnergy" units="nonsi:hartree">-455.74150374</scalar>
           <scalar dataType="xsd:double" dictRef="cc:kineticenergy" units="nonsi:hartree">226.81654504</scalar>
           <scalar dataType="xsd:double" dictRef="o:vircoeff">2.00929568</scalar>
           <list id="dftcomponents">
              <scalar dataType="xsd:double" dictRef="cc:alphae">16.000004642086</scalar>
              <scalar dataType="xsd:double" dictRef="cc:betae">16.000004642086</scalar>
              <scalar dataType="xsd:double" dictRef="cc:totale">32.000009284172</scalar>
              <scalar dataType="xsd:double" dictRef="o:exchangeener" units="nonsi:hartree">-28.295324961944</scalar>
              <scalar dataType="xsd:double" dictRef="o:correlationener" units="nonsi:hartree">-1.174635717062</scalar>
              <scalar dataType="xsd:double" dictRef="o:xcener" units="nonsi:hartree">-29.469960679007</scalar>
           </list>
        </module>
    </comment>






Output text



<comment class="example.output" id="final2">
        <module cmlx:templateRef="totalenergy" dictRef="cc:userDefinedModule">
            <scalar dataType="xsd:double" dictRef="cc:totalener" units="nonsi:hartree">-3796.80553581</scalar>
            <scalar dataType="xsd:double" dictRef="cc:nucrepener" units="nonsi:hartree">2238.34142232</scalar>
            <scalar dataType="xsd:double" dictRef="cc:electener" units="nonsi:hartree">-6035.14695814</scalar>
            <scalar dataType="xsd:double" dictRef="cc:oneelecener" units="nonsi:hartree">-9672.23819548</scalar>
            <scalar dataType="xsd:double" dictRef="cc:twoeener" units="nonsi:hartree">3637.09123734</scalar>
            <scalar dataType="xsd:double" dictRef="cc:potentialEnergy" units="nonsi:hartree">-7591.32951133</scalar>
            <scalar dataType="xsd:double" dictRef="cc:kineticenergy" units="nonsi:hartree">3794.52397551</scalar>
            <scalar dataType="xsd:double" dictRef="o:vircoeff">2.00060128</scalar>
            <list id="dftcomponents">
                <scalar dataType="xsd:double" dictRef="cc:alphae">89.999968770854</scalar>
                <scalar dataType="xsd:double" dictRef="cc:betae">85.999966063689</scalar>
                <scalar dataType="xsd:double" dictRef="cc:totale">175.999934834543</scalar>
                <scalar dataType="xsd:double" dictRef="o:exchangeener" units="nonsi:hartree">-179.462545447663</scalar>
                <scalar dataType="xsd:double" dictRef="o:correlationener" units="nonsi:hartree">-7.917251270004</scalar>
                <scalar dataType="xsd:double" dictRef="o:xcener" units="nonsi:hartree">-187.379796717667</scalar>
            </list>
        </module>
    </comment>






Template definition



<record repeat="4" />
<record>\s*Total\sEnergy\s*:{F,cc:totalener}Eh.*</record>
<record repeat="2" />
<record>\s*Nuclear\sRepulsion\s*:{F,cc:nucrepener}Eh.*</record>
<record>\s*Electronic\sEnergy\s*:{F,cc:electener}Eh.*</record>
<record repeat="*">\s*COSMO\(ediel\)\s*:{F,cc:cosmoener}Eh.*</record>
<record repeat="*">\s*</record>
<record>\s*One\sElectron\sEnergy\s*:{F,cc:oneelecener}Eh.*</record>
<record>\s*Two\sElectron\sEnergy\s*:{F,cc:twoeener}Eh.*</record>
<record repeat="*">\s*Max\sCOSX\sasymmetry.*</record>
<record repeat="*">\s*CPCM\sDielectric\s*:{F,o:cpcmener}Eh.*</record>
<record repeat="2" />
<record>\s*Potential\sEnergy\s*:{F,cc:potentialEnergy}Eh.*</record>
<record>\s*Kinetic\sEnergy\s*:{F,cc:kineticenergy}Eh.*</record>
<record>\s*Virial\sRatio\s*:{F,o:vircoeff}</record>
<transform process="addUnits" xpath=".//cml:scalar[not(@dictRef = 'o:vircoeff')]" value="nonsi:hartree" />
<templateList>  <template id="dftcomponents" pattern="\s*DFT\scomponents\:\s*" endPattern="\s*" endPattern2="~">    <record repeat="1" />    <record>\s*N\(Alpha\)\s*:{F,cc:alphae}electrons\s*</record>    <record>\s*N\(Beta\)\s*:{F,cc:betae}electrons\s*</record>    <record>\s*N\(Total\)\s*:{F,cc:totale}electrons\s*</record>    <record>\s*E\(X\)\s*:{F,o:exchangeener}Eh\s*</record>    <record>\s*E\(C\)\s*:{F,o:correlationener}Eh\s*</record>    <record>\s*E\(XC\)\s*:{F,o:xcener}Eh\s*</record>    <transform process="addChild" xpath="." elementName="cml:list" id="dftcomponents" />    <transform process="move" xpath=".//cml:list/cml:scalar" to="./cml:list[@id='dftcomponents']" />
        </template>
    </templateList>
<transform process="move" xpath="./cml:list/cml:scalar" to="." />
<transform process="move" xpath=".//cml:list[@id='dftcomponents']" to="." />
<transform process="delete" xpath="./cml:list[@cmlx:templateRef='missingID']" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:exchangeener']" value="nonsi:hartree" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:correlationener']" value="nonsi:hartree" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:xcener']" value="nonsi:hartree" />
<transform process="delete" xpath=".//cml:module" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	extrapolate



	name

	Automatic extrapolation to the basis set limit



	pattern

	\s*-{10,}\s*$\s*EP.*-.*extrapolation:\s*



	endPattern

	\s*Estimated\s*CBS\s*total\s*energy.*$\s*



	endOffset

	1



	xml:base

	job/extrapolate.xml







Input



-----------------------------------------------------------------
                      EP1 - MP2 extrapolation:
-----------------------------------------------------------------
NOTE: For the SCF part we extrapolate based on the scheme proposed in J. Chem. Phys. 2008, 129, 184116
using the exponents from J. Chem. Theory Comput., 7, 33-43 (2011)

NOTE: For the correlation part we extrapolate based on the scheme proposed in J. Chem. Phys. 1997, 106, 9639
using the exponents from J. Chem. Theory Comput., 7, 33-43 (2011)


Alpha(2/3)     :  4.420 (SCF Extrapolation)
Beta(2/3)      :  2.460 (correlation extrapolation)

SCF energy with basis cc-pVDZ:                         -187.648544524
SCF energy with basis cc-pVTZ:                         -187.704294229
Extrapolated CBS SCF energy (2/3) :                    -187.722424938 (-0.018130709)

MP2 energy with basis cc-pVDZ:                           -0.484223441
MP2 energy with basis cc-pVTZ:                           -0.603305598
Extrapolated CBS correlation energy (2/3) :              -0.672889627 (-0.069584029)

Estimated CBS total energy (2/3) :                     -188.395314565






Input



-----------------------------------------------------------------
                      EP1 - MDCI extrapolation:
-----------------------------------------------------------------
NOTE: We use as reference SCF energy, for the extrapolation, the one from the MDCI module and not the one
from the SCF calculation. In case the first step is a DFT calculation these two might be different.

NOTE: For the SCF part we extrapolate based on the scheme proposed in J. Chem. Phys. 2008, 129, 184116
using the exponents from J. Chem. Theory Comput., 7, 33-43 (2011)

NOTE: For the correlation part we extrapolate based on the scheme proposed in J. Chem. Phys. 1997, 106, 9639
using the exponents from J. Chem. Theory Comput., 7, 33-43 (2011)


Alpha(2/3)     :  4.420 (SCF Extrapolation)
Beta(2/3)      :  2.460 (correlation extrapolation)

Alpha(3/4)     :  5.460 (SCF Extrapolation)
Beta(3/4)      :  3.050 (correlation extrapolation)

Alpha(4/5)     :  9.190 (SCF Extrapolation)
Beta(4/5)      :  3.000 (correlation extrapolation)

SCF energy with basis cc-pVDZ:                          -76.026430944
SCF energy with basis cc-pVTZ:                          -76.056728252
SCF energy with basis cc-pVQZ:                          -76.064381269
SCF energy with basis cc-pV5Z:                          -76.066641010
Extrapolated CBS SCF energy (2/3) :                     -76.066581429 (-0.009853177)
Extrapolated CBS SCF energy (3/4) :                     -76.066687152 (-0.002305884)
Extrapolated CBS SCF energy (4/5) :                     -76.066932454 (-0.000291444)

MDCI energy with basis cc-pVDZ:                          -0.214591061
MDCI energy with basis cc-pVTZ:                          -0.275383015
MDCI energy with basis cc-pVQZ:                          -0.295324345
MDCI energy with basis cc-pV5Z:                          -0.302327391
Extrapolated CBS correlation energy (2/3) :              -0.310905962 (-0.035522947)
Extrapolated CBS correlation energy (3/4) :              -0.309520369 (-0.014196023)
Extrapolated CBS correlation energy (4/5) :              -0.309674848 (-0.007347457)

Estimated CBS total energy (2/3) :                      -76.377487391
Estimated CBS total energy (3/4) :                      -76.376207521
Estimated CBS total energy (4/5) :                      -76.376607302






Output text



<comment class="example.output" id="extrapolate">
        <module cmlx:templateRef="extrapolate" dictRef="cc:userDefinedModule">
            <module cmlx:templateRef="scf">
               <array dataType="xsd:string" dictRef="cc:basis" size="2">cc-pVDZ cc-pVTZ</array>
               <array dataType="xsd:double" dictRef="o:scfener" size="2">-187.648544524 -187.704294229</array>
               <array dataType="xsd:string" dictRef="o:zetas" size="1">2/3</array>
               <array dataType="xsd:double" dictRef="o:scfcbsextra" size="1">-187.722424938</array>
            </module>
            <module cmlx:templateRef="correlation">
               <array dataType="xsd:string" dictRef="o:corrmethod" size="2">MP2 MP2</array>
               <array dataType="xsd:string" dictRef="cc:basis" size="2">cc-pVDZ cc-pVTZ</array>
               <array dataType="xsd:double" dictRef="o:correner" size="2">-0.484223441 -0.603305598</array>
               <array dataType="xsd:string" dictRef="o:zetas" size="1">2/3</array>
               <array dataType="xsd:double" dictRef="o:corrcbsextra" size="1">-0.672889627</array>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="extrapolate2">
        <module cmlx:templateRef="extrapolate" dictRef="cc:userDefinedModule">
            <module cmlx:templateRef="scf">
               <array dataType="xsd:string" dictRef="cc:basis" size="4">cc-pVDZ cc-pVTZ cc-pVQZ cc-pV5Z</array>
               <array dataType="xsd:double" dictRef="o:scfener" size="4">-76.026430944 -76.056728252 -76.064381269 -76.066641010</array>
               <array dataType="xsd:string" dictRef="o:zetas" size="3">2/3 3/4 4/5</array>
               <array dataType="xsd:double" dictRef="o:scfcbsextra" size="3">-76.066581429 -76.066687152 -76.066932454</array>
            </module>
            <module cmlx:templateRef="correlation">
               <array dataType="xsd:string" dictRef="o:corrmethod" size="4">MDCI MDCI MDCI MDCI</array>
               <array dataType="xsd:string" dictRef="cc:basis" size="4">cc-pVDZ cc-pVTZ cc-pVQZ cc-pV5Z</array>
               <array dataType="xsd:double" dictRef="o:correner" size="4">-0.214591061 -0.275383015 -0.295324345 -0.302327391</array>
               <array dataType="xsd:string" dictRef="o:zetas" size="3">2/3 3/4 4/5</array>
               <array dataType="xsd:double" dictRef="o:corrcbsextra" size="3">-0.310905962 -0.309520369 -0.309674848</array>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="scf" pattern="\s*SCF\senergy\swith\sbasis.*" endPattern="\s*">    <record repeat="*" makeArray="true">\s*SCF\senergy\swith\sbasis{A,cc:basis}:{F,o:scfener}</record>    <record repeat="*" makeArray="true">\s*Extrapolated\sCBS\sSCF\senergy\s*\S{A,o:zetas}\S\s*:{F,o:scfcbsextra}.*</record>    <record repeat="*" makeArray="true">\s*Extrapolated\sCBS\sSCF\senergy\s*:{F,o:scfcbsextra}.*</record>
        </template>  <template id="correlation" pattern=".*(MP2|MDCI)\senergy\swith\sbasis\s.*" endPattern="\s*">    <record repeat="*" makeArray="true">\s*{X,o:corrmethod}\senergy\swith\sbasis{A,cc:basis}:{F,o:correner}</record>    <record repeat="*" makeArray="true">\s*Extrapolated\sCBS\scorrelation\senergy\s*\S{A,o:zetas}\S\s*:{F,o:corrcbsextra}.*</record>    <record repeat="*" makeArray="true">\s*Extrapolated\sCBS\scorrelation\senergy\s*:{F,o:corrcbsextra}.*</record>
        </template>  <template id="correlation2" pattern="\s*CCSD.T.\s*-.*energy\swith\sbasis.*" endPattern="\s*" endPattern2="~" endOffset="1">    <record>\s*CCSD.T.\s*-.*energy\swith\sbasis.*:{F,o:corrcbs2}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list/cml:array" />
<transform process="pullup" xpath=".//cml:list/cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	scfsettings



	name

	SCF Settings



	pattern

	\s*SCF\sSETTINGS\s*$\s*\-+\s*



	endPattern

	\s+\*{5,}.*



	endPattern2

	\-+.*$\S+.*$\-+.*



	endPattern3

	\s*\*{10,}\s*



	endPattern4

	~



	offset

	-1



	endOffset

	0



	repeat

	*



	xml:base

	job/scf/scfsettings.xml







Input



------------
SCF SETTINGS
------------
Hamiltonian:
 Density Functional     Method          .... DFT(GTOs)
 Exchange Functional    Exchange        .... B88
   X-Alpha parameter    XAlpha          ....  0.666667
   Becke's b parameter  XBeta           ....  0.004200
 Correlation Functional Correlation     .... LYP
 LDA part of GGA corr.  LDAOpt          .... VWN-5
 Gradients option       PostSCFGGA      .... off
 Hybrid DFT is turned on
   Fraction HF Exchange ScalHFX         ....  0.150000
   Scaling of DF-GGA-X  ScalDFX         ....  0.720000
   Scaling of DF-GGA-C  ScalDFC         ....  0.810000
   Scaling of DF-LDA-C  ScalLDAC        ....  1.000000
   Perturbative correction              ....  0.000000
   NL short-range parameter             ....  4.800000
 RI-approximation to the Coulomb term is turned on
   Number of auxiliary basis functions  .... 1301
   RIJ-COSX (HFX calculated with COS-X)).... on


General Settings:
 Integral files         IntName         .... run
 Hartree-Fock type      HFTyp           .... RHF
 Total Charge           Charge          ....    2
 Multiplicity           Mult            ....    1
 Number of Electrons    NEL             ....  168
 Basis Dimension        Dim             ....  433
 Nuclear Repulsion      ENuc            ....   2369.9094327323 Eh

Convergence Acceleration:
 DIIS                   CNVDIIS         .... on
   Start iteration      DIISMaxIt       ....    12
   Startup error        DIISStart       ....  0.200000
   # of expansion vecs  DIISMaxEq       ....     5
   Bias factor          DIISBfac        ....   1.050
   Max. coefficient     DIISMaxC        ....  10.000
 Newton-Raphson         CNVNR           .... off
 SOSCF                  CNVSOSCF        .... off
 Level Shifting         CNVShift        .... on
   Level shift para.    LevelShift      ....    0.2500
   Turn off err/grad.   ShiftErr        ....    0.0010
 Zerner damping         CNVZerner       .... off
 Static damping         CNVDamp         .... on
   Fraction old density DampFac         ....    0.7000
   Max. Damping (<1)    DampMax         ....    0.9800
   Min. Damping (>=0)   DampMin         ....    0.0000
   Turn off err/grad.   DampErr         ....    0.1000
 Fernandez-Rico         CNVRico         .... off


SCF Procedure:
 Maximum # iterations   MaxIter         ....   300
 SCF integral mode      SCFMode         .... Direct
   Integral package                     .... LIBINT
 Reset frequeny         DirectResetFreq ....    20
 Integral Threshold     Thresh          ....  2.500e-11 Eh
 Primitive CutOff       TCut            ....  2.500e-12 Eh

Convergence Tolerance:
 Convergence Check Mode ConvCheckMode   .... Total+1el-Energy
 Energy Change          TolE            ....  1.000e-08 Eh
 1-El. energy change                    ....  1.000e-05 Eh
 DIIS Error             TolErr          ....  5.000e-07


Diagonalization of the overlap matrix:
Smallest eigenvalue                        ... 1.574e-03
Time for diagonalization                   ...    0.098 sec
Threshold for overlap eigenvalues          ... 1.000e-08
Number of eigenvalues below threshold      ... 0
Time for construction of square roots      ...    0.061 sec
Total time needed                          ...    0.161 sec

---------------------






Output text



<comment class="example.output" id="scfsettings">
         <module cmlx:templateRef="scfsettings">
             <module cmlx:templateRef="section" name="Hamiltonian">
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Method</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">DFT(GTOs)</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Exchange</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">B88</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">XAlpha</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.666667</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">XBeta</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.004200</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Correlation</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">LYP</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">LDAOpt</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">VWN-5</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">PostSCFGGA</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">off</scalar>
                </list>
                <scalar dataType="xsd:string" dictRef="o:comment">Hybrid DFT is turned on</scalar>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">ScalHFX</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.150000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">ScalDFX</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.720000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">ScalDFC</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.810000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">ScalLDAC</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1.000000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Perturbative correction</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.000000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">NL short-range parameter</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">4.800000</scalar>
                </list>
                <scalar dataType="xsd:string" dictRef="o:comment">RI-approximation to the Coulomb term is turned on</scalar>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Number of auxiliary basis functions</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1301</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">RIJ-COSX (HFX calculated with COS-X))</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">on</scalar>
                </list>
             </module>
             <module cmlx:templateRef="section" name="General Settings">
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">IntName</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">run</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">HFTyp</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">RHF</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Charge</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">2</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Mult</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">NEL</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">168</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Dim</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">433</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">ENuc</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">2364.5148376365 Eh</scalar>
                </list>
             </module>
             <module cmlx:templateRef="section" name="Convergence Acceleration">
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">CNVDIIS</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">on</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DIISMaxIt</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">12</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DIISStart</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.200000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DIISMaxEq</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">5</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DIISBfac</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1.050</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DIISMaxC</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">10.000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">CNVNR</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">off</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">CNVSOSCF</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">off</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">CNVShift</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">on</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">LevelShift</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.2500</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">ShiftErr</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.0010</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">CNVZerner</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">off</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">CNVDamp</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">on</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DampFac</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.7000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DampMax</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.9800</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DampMin</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.0000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DampErr</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.1000</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">CNVRico</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">off</scalar>
                </list>
             </module>
             <module cmlx:templateRef="section" name="SCF Procedure">
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">MaxIter</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">300</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">SCFMode</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">Direct</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Integral package</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">LIBINT</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">DirectResetFreq</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">20</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Thresh</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">2.500e-11 Eh</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">TCut</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">2.500e-12 Eh</scalar>
                </list>
             </module>
             <module cmlx:templateRef="section" name="Convergence Tolerance">
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">ConvCheckMode</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">Total+1el-Energy</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">TolE</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1.000e-08 Eh</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">1-El. energy change</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1.000e-05 Eh</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">TolErr</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">5.000e-07</scalar>
                </list>
             </module>
             <module cmlx:templateRef="section" name="Diagonalization of the overlap matrix">
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Smallest eigenvalue</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1.589e-03</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Time for diagonalization</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.104 sec</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Threshold for overlap eigenvalues</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">1.000e-08</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Number of eigenvalues below threshold</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Time for construction of square roots</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.060 sec</scalar>
                </list>
                <list>
                   <scalar dataType="xsd:string" dictRef="cc:parameter">Total time needed</scalar>
                   <scalar dataType="xsd:string" dictRef="cc:value">0.166 sec</scalar>
                </list>
             </module>
          </module>
    </comment>






Template definition



<record repeat="3" />
<templateList>  <template id="section" pattern=".*:\s*" endPattern="\s*" endPattern2="~" repeat="*">    <record>{X,o:section}:\s*</record>    <templateList>      <template id="withAbbreviation" pattern=".{23}(\s\w{3,}).*\.\.\.(\.)?.*" endPattern=".*" endPattern2="~" repeat="*">        <record>.{24}{X,cc:parameter}\.\.\.(\.)?{X,cc:value}</record>
                </template>      <template id="withoutAbbreviation" pattern=".*\.\.\.(\.)?.*" endPattern=".*" endPattern2="~" repeat="*">        <record>{X,cc:parameter}\.\.\.(\.)?{X,cc:value}</record>
                </template>      <template id="fullLineInfo" pattern="((?!\.\.\.).)*" endPattern=".*" endPattern2="~" repeat="*">        <record>{X,o:comment}</record>
                </template>
            </templateList>
        </template>
    </templateList>
<transform process="addAttribute" xpath=".//cml:module[@cmlx:templateRef='section']" name="name" value="$string(.//cml:scalar[@dictRef='o:section']/text())" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='o:section']" />
<transform process="pullup" xpath=".//cml:list[./cml:scalar[not(@dictRef='o:comment')]]" repeat="2" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='o:comment']" repeat="2" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='withAbbreviation']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='withoutAbbreviation']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='fullLineInfo']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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spincontamination


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	spincontamination



	name

	UHF Spin contamination



	pattern

	\s*-{10,}\s*$\s*UHF\sSPIN\sCONTAMINATION\s*



	endPattern

	\s*-{10,}$\s*\w



	endPattern2

	\s+\*{20,}.*



	endPattern3

	~



	repeat

	*



	xml:base

	job/scf/spincontamination.xml







Input



----------------------
UHF SPIN CONTAMINATION
----------------------

Warning: in a DFT calculation there is little theoretical justification to
         calculate <S**2> as in Hartree-Fock theory. We will do it anyways
         but you should keep in mind that the values have only limited relevance

Expectation value of <S**2>     :     2.002400
Ideal value S*(S+1) for S=1.0   :     2.000000
Deviation                       :     0.002400

----------------






Output text



<comment class="example.output" id="spincontamination">
        <module cmlx:templateRef="spincontamination" dictRef="cc:userDefinedModule">
           <scalar dataType="xsd:double" dictRef="cc:s2">2.002400</scalar>
           <scalar dataType="xsd:double" dictRef="cc:sideal">1.0</scalar>
           <scalar dataType="xsd:double" dictRef="cc:s2ideal">2.000000</scalar>
           <scalar dataType="xsd:double" dictRef="cc:s2deviation">0.002400</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template id="s2" pattern="\s*Expectation.*" endPattern="\s*Deviation.*" endPattern2="~" endOffset="1">    <record>\s*Expectation\svalue\sof\s\WS\*\*2\W.*\s*:{F,cc:s2}</record>    <record>\s*Ideal\svalue\sS\*\(S\+1\)\sfor\sS={F,cc:sideal}:{F,cc:s2ideal}</record>    <record>\s*Deviation\s*:{F,cc:s2deviation}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:module" />
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mp2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	mp2



	name

	MP2 section



	pattern

	\s*-{10,}$\s*ORCA\s+MP2(\sCALCULATION)?\s*$\s*-{10,}



	endPattern

	\s*MP2\sTOTAL\sENERGY:.*$\s*-{10,}



	endPattern2

	~



	endOffset

	1



	xml:base

	job/mp2/mp2.xml







Input



------------------------------------------------------------------------------
                              ORCA MP2 CALCULATION
------------------------------------------------------------------------------

Freezing NCore=8 chemical core electrons

----------
MP2 ENERGY (disk based algorithm)
----------

Dimension of the basis                    ...   76
Memory devoted to MP2                     ...  256 MB
Data format for buffers                   ... DOUBLE
Compression type for matrix containers    ... UNCOMPRESSED

-------------------------------
PARTIAL EXCHANGE TRANSFORMATION
-------------------------------

Transformation type                        ... one-operator
Generation of integrals (i,mue|j,nue)      ... ON
Generation of integrals (mue,kappa|nue,tau)... OFF
Generation of integrals (i,mue|a,nue)      ... OFF
Dimension of the basis                     ...   76
Number of internal MOs                     ...   12 (   4-  15)
Pair cutoff                                ... 2.500e-12 Eh
Number of AO pairs in the trafo            ... 2926
Total Number of distinct AO pairs          ... 2926
Memory devoted for trafo                   ...  256.0 MB
Max. Number of MO pairs treated together   ... 5809
Number Format for Storage                  ... Double (8 Byte)
Integral package used                      ... LIBINT

Starting integral evaluation:
    ... done with AO integral generation
Closing buffer AOK     ( 0.00 GB; CompressionRatio= 0.81)
Collecting buffer AOK
Number of MO pairs included in the trafo   ...   78
------------------------
SORTING OF (i,mue|j,nue)
------------------------

IBATCH = 1 of  1
Closing buffer KAO     ( 0.00 GB; CompressionRatio= 1.00)
Collecting buffer KAO
N(AO-Batches) Done                         ...    103528
N(AO-Batches) Skipped                      ...      2752
N(IJ)-pairs Skipped                        ...         0
TOTAL TIME for half transformation         ...     0.253 sec
AO-integral generation                     ...     0.197 sec
Half transformation                        ...     0.014 sec
K-integral sorting                         ...     0.016 sec

Finished integral transformation - now doing MP2 part

OPERATOR COMBINATION   0   0: ij=(  4.. 15,  4.. 15)
Process 1:   Internal MO   6
Process 4:   Internal MO  12
Process 5:   Internal MO  15
Process 2:   Internal MO   9
-----------------------------------------------
 MP2 CORRELATION ENERGY   :     -0.640493661 Eh
-----------------------------------------------


-------
TIMINGS
-------
Total time                :    0.372 sec
Integral trafo            :    0.254 sec ( 68.4%)
K(i,j)                    :    0.000 sec (  0.1%)
T(i,j)                    :    0.000 sec (  0.0%)

---------------------------------------
MP2 TOTAL ENERGY:     -228.276377072 Eh
---------------------------------------






Output text



<comment class="example.output" id="mp2">
        <module cmlx:templateRef="mp2">
           <scalar dataType="xsd:double" dictRef="o:total" units="nonsi:hartree">-228.276377072</scalar>
        </module>
    </comment>






Template definition



<xi:include href="mp2/mp2f12.xml" />
<templateList>  <template id="energy" pattern="\s*MP2\sTOTAL\sENERGY:.*" endPattern=".*" endPattern2="~">    <record>\s*MP2\sTOTAL\sENERGY\s*:{F,o:total}.*</record>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:total']" value="nonsi:hartree" />    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='energy']" />
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	coupledClusterEnergy

	rhfTriplesCorr

	triplesCorr





==


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	ci



	name

	Orca-matrix driven Configuration Interaction



	pattern

	\s*-{70,}\s*$\s*ORCA-MATRIX\sDRIVEN\sCI\s*$\s*-{70,}\s*



	endPattern

	\s*-{70,}\
s*$\s*((?!ORCA-MATRIX\sDRIVEN\sCI|.*ORBITAL.*|.*COUPLED\sCLUSTER\sITERATIONS).)*$\s*-{70,}\s*



	endPattern2

	~



	endOffset

	0



	repeat

	*



	xml:base

	job/ci/ci.xml







Comment



-------------------------------------------------------------------------------
                              ORCA-MATRIX DRIVEN CI
-------------------------------------------------------------------------------

--------------------------------
AUTOMATIC CHOICE OF INCORE LEVEL
--------------------------------

Memory available                           ...     -1.00 MB
Memory needed for S+T                      ...      6.43 MB
Memory needed for J+K                      ...     12.93 MB
Memory needed for DIIS                     ...     89.98 MB
Memory needed for 3-ext                    ...     19.78 MB
Memory needed for 4-ext                    ...     50.26 MB
Memory needed for triples                  ...      8.24 MB
 -> Final InCoreLevel    ... 0
 -> check shows that triples correction can be computed


Wavefunction type
-----------------
Correlation treatment                      ...      CCSD
Single excitations                         ... ON
Orbital optimization                       ... OFF
Calculation of Z vector                    ... OFF
Calculation of Brueckner orbitals          ... OFF
Perturbative triple excitations            ... ON
Calculation of F12 correction              ... OFF
Frozen core treatment                      ... chemical core (8 el)
Reference Wavefunction                     ... RHF
  Internal Orbitals:     4 ...   15 ( 12 MO's/ 24 electrons)
  Virtual  Orbitals:    16 ...   75 ( 60 MO's              )
Number of AO's                             ...     76
Number of electrons                        ...     32
Number of correlated electrons             ...     24

Algorithmic settings
--------------------
Integral transformation                    ... AO direct full transformation
K(C) Formation                             ... FULL-MO TRAFO
Maximum number of iterations               ...        50
Convergence tolerance (max. residuum)      ... 1.000e-05
Level shift for amplitude update           ... 2.000e-01
Maximum number of DIIS vectors             ...         7
DIIS turned on at iteration                ...         0
Damping before turning on DIIS             ...     0.500
Damping after turning on DIIS              ...     0.000
Pair specific amplitude update             ... OFF
Natural orbital iterations                 ... OFF
Perturbative natural orbital generation    ... OFF
Printlevel                                 ... 2

Memory handling:
----------------
Maximum memory for working arrays          ...    512 MB
Data storage in matrix containers          ... UNCOMPRESSED
Data type for integral storage             ... DOUBLE
In-Core Storage of quantities:
   Amplitudes+Sigma Vector      ... NO
   J+K operators                ... NO
   DIIS vectors                 ... NO
   3-external integrals         ... NO
   4-external integrals         ... NO


Initializing the integral package          ... done
Warning: Triples are to be computed - forcing virtual orbital re-canonicalization
Time needed for Fock operator              ...            0.072 sec
Reference energy                           ...   -227.635883412

------------------------------
PARTIAL COULOMB TRANSFORMATION
------------------------------

Transformation type                        ... one-operator
Dimension of the basis                     ...   76
Number of internal MOs                     ...   72 (4-75)
Pair cutoff                                ... 2.500e-11 Eh
Number of AO pairs included in the trafo   ... 2917
Total Number of distinct AO pairs          ... 2926
Memory devoted for trafo                   ...  512.0 MB
Max. Number of MO pairs treated together   ... 22935
Max. Number of MOs treated per batch       ...  301
Number Format for Storage                  ... Double (8 Byte)
AO-integral source                         ... DIRECT
Integral package used                      ... LIBINT

Starting integral evaluation:
<ss|**>:       134796 b     2238 skpd     0.027 s (  0.000 ms/b)
<sp|**>: <sd|**>:       154147 b     4071 skpd     0.060 s (  0.000 ms/b)
<pp|**>:        52020 b      940 skpd     0.026 s (  0.001 ms/b)
       50750 b      886 skpd     0.039 s (  0.001 ms/b)
<pd|**>: <dd|**>:        31285 b      491 skpd     0.035 s (  0.001 ms/b)
        6567 b       53 skpd     0.015 s (  0.002 ms/b)
Closing buffer AOJ ( 0.01 GB; CompressionRatio= 2.54)
Collecting buffer AOJ
    ... done with AO integral generation
Number of MO pairs included in the trafo   ... 2628
    ... Now sorting integrals
IBATCH = 1 of  1
Closing buffer JAO ( 0.01 GB; CompressionRatio= 1.97)
Collecting buffer JAO
TOTAL TIME for half transformation         ...     0.346 sec
AO-integral generation                     ...     0.122 sec
Half transformation                        ...     0.082 sec
J-integral sorting                         ...     0.131 sec

--------------------------
SECOND HALF TRANSFORMATION
--------------------------

Formation of (pq|rs)                       ... ok (     0.064 sec)
Integral sorting                           ... ok (     0.254 sec)

------------------
CLOSED SHELL GUESS
------------------

Initial guess performed in     0.004 sec
E(0)                                       ...   -227.635883412
E(MP2)                                     ...     -0.640493717
Initial E(tot)                             ...   -228.276377129
<T|T>                                      ...      0.187800752
Number of pairs included                   ... 78
Total number of pairs                      ... 78

------------------------------------------------
                  RHF COUPLED CLUSTER ITERATIONS
------------------------------------------------

Number of amplitudes to be optimized       ... 281520

Iter       E(tot)           E(Corr)          Delta-E          Residual     Time
  0   -228.276377129     -0.640493717     -0.000000000      0.027851113    0.23
                           *** Turning on DIIS ***
  1   -228.280250820     -0.644367408     -0.003873691      0.011213666    0.31
  2   -228.296606559     -0.660723147     -0.016355739      0.005426633    0.35
  3   -228.300417250     -0.664533838     -0.003810691      0.002303989    0.36
  4   -228.301482664     -0.665599252     -0.001065414      0.000852411    0.37
  5   -228.301665905     -0.665782493     -0.000183241      0.000277944    0.38
  6   -228.301700474     -0.665817061     -0.000034568      0.000101165    0.39
  7   -228.301709116     -0.665825704     -0.000008643      0.000034641    0.40
  8   -228.301709426     -0.665826014     -0.000000310      0.000012062    0.40
  9   -228.301709575     -0.665826163     -0.000000149      0.000005069    0.40
               --- The Coupled-Cluster iterations have converged ---

----------------------
COUPLED CLUSTER ENERGY
----------------------

E(0)                                       ...   -227.635883412
E(CORR)                                    ...     -0.665826163
E(TOT)                                     ...   -228.301709575
Singles Norm <S|S>**1/2                    ...      0.074835151
T1 diagnostic                              ...      0.015275661

------------------
LARGEST AMPLITUDES
------------------
  14-> 16  14-> 16       0.070561
  10-> 16  -1-> -1       0.043667
  10-> 16  10-> 16       0.034567
  12-> 19  12-> 19       0.030620
  14-> 20  14-> 16       0.028039
  14-> 16  14-> 20       0.028039
  14-> 16  10-> 16       0.024942
  13-> 32  13-> 32       0.022860
  13-> 20  13-> 20       0.021896
  12-> 33  12-> 33       0.021354
  13-> 16  -1-> -1       0.021302
  14-> 39  14-> 16       0.021258
  14-> 16  14-> 39       0.021258
  12-> 33  12-> 19       0.020397
  12-> 19  12-> 33       0.020397
  15-> 23  14-> 16       0.020039


        !!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!
        !  Warning: Densities are linearized densities !                         !
        !!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!!

Trace of internal density part =     -0.432114652
Trace of external density part =      0.432114652
----------------------
RHF TRIPLES CORRECTION (Algorithm 1)
----------------------

Multiplier for the singles contribution    ...      1.000000000

10% done
20% done
30% done
40% done
50% done
60% done
70% done
80% done
90% done

Triples Correction (T)                     ...     -0.019986933
Final correlation energy                   ...     -0.685813096
E(CCSD)                                    ...   -228.301709575
E(CCSD(T))                                 ...   -228.321696508

NORM  =      1.221657626 sqrt=     1.105286219
W(HF) =      0.818559946






Output text



<comment class="example.output" id="ci">
        <module cmlx:templateRef="ci" dictRef="cc:userDefinedModule">
           <module cmlx:templateRef="coupledClusterEnergy">
              <scalar dataType="xsd:double" dictRef="o:t1diag">0.015275661</scalar>
           </module>
           <module cmlx:templateRef="rhfTriplesCorr">
              <scalar dataType="xsd:double" dictRef="o:tripCorr">-0.019986933</scalar>
              <scalar dataType="xsd:double" dictRef="o:finCorrEner">-0.685813096</scalar>
              <scalar dataType="xsd:double" dictRef="o:ccsdEner">-228.301709575</scalar>
              <scalar dataType="xsd:double" dictRef="o:ccsdtEner">-228.321696508</scalar>
           </module>
        </module>
    </comment>






Template definition



<templateList>  <xi:include href="ci/coupledcluster.xml" />  <xi:include href="ci/rhftriplescorr.xml" />  <xi:include href="ci/triplescorr.xml" />
    </templateList>
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coupledClusterEnergy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	coupledClusterEnergy



	pattern

	\s*-{15,}$\s*COUPLED\sCLUSTER\sENERGY\s*



	endPattern

	\s*$\s*-{15,}



	endPattern2

	\s*\*{20,}\s*



	endPattern3

	~



	xml:base

	ci/coupledcluster.xml







Input



----------------------
COUPLED CLUSTER ENERGY
----------------------

E(0)                                       ...   -227.635883412
E(CORR)                                    ...     -0.665826163
E(TOT)                                     ...   -228.301709575
Singles Norm <S|S>**1/2                    ...      0.074835151
T1 diagnostic                              ...      0.015275661

------------------






Output text



<comment class="example.output" id="coupledClusterEnergy">
        <module cmlx:templateRef="coupledClusterEnergy">
            <scalar dataType="xsd:double" dictRef="o:t1diag">0.015275661</scalar>
        </module>
    </comment>






Template definition



<record repeat="4" />
<record>\s*E\(0\)\s*\.\.\.{F,o:e0}</record>
<record>\s*E\(CORR\)\s*\.\.\.{F,o:ecorr}</record>
<record>\s*E\(TOT\)\s*\.\.\.{F,o:etot}</record>
<record>\s*T1\sdiagnostic\s*\.\.\.{F,o:t1diag}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
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rhfTriplesCorr


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	rhfTriplesCorr



	pattern

	\s*-{15,}$\s*RHF\sTRIPLES\sCORRECTION.*



	endPattern

	\s*W\(HF\)



	endPattern2

	~



	endOffset

	1



	xml:base

	ci/rhftriplescorr.xml







Input



----------------------
RHF TRIPLES CORRECTION (Algorithm 1)
----------------------

Multiplier for the singles contribution    ...      1.000000000

10% done
20% done
30% done
40% done
50% done
60% done
70% done
80% done
90% done

Triples Correction (T)                     ...     -0.019986933
Final correlation energy                   ...     -0.685813096
E(CCSD)                                    ...   -228.301709575
E(CCSD(T))                                 ...   -228.321696508

NORM  =      1.221657626 sqrt=     1.105286219
W(HF) =      0.818559946






Input



----------------------
RHF TRIPLES CORRECTION (Algorithm 1)
----------------------

Multiplier for the singles contribution    ...      1.000000000

10% done
20% done
30% done
40% done
50% done
60% done
70% done
80% done

Triples Correction (T)                     ...     -0.019986943
Scaling of triples based on CCSD energies (Peterson et al. Molecular Physics 113, 1551 (2015))
E(T*) = f*E(T) where f = E(F12-CCSD)/E(CCSD)
f = CCSD (with F12)/ CCSD (without F12)    ...      1.000000000
Scaled triples correction (T)              ...     -0.019986943

Final correlation energy                   ...     -0.685813085
E(CCSD)                                    ...   -228.301709553
E(CCSD(T))                                 ...   -228.321696496

NORM  =      1.221657394 sqrt=     1.105286114
W(HF) =      0.818560101






Output text



<comment class="example.output" id="rhfTriplesCorr">
        <module cmlx:templateRef="rhfTriplesCorr">
           <scalar dataType="xsd:double" dictRef="o:tripCorr" units="nonsi:hartree">-0.019986933</scalar>
           <scalar dataType="xsd:double" dictRef="o:finCorrEner" units="nonsi:hartree">-0.685813096</scalar>
           <scalar dataType="xsd:double" dictRef="o:ccsdEner" units="nonsi:hartree">-228.301709575</scalar>
           <scalar dataType="xsd:double" dictRef="o:ccsdtEner" units="nonsi:hartree">-228.321696508</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="rhfTriplesCorr2">
        <module cmlx:templateRef="rhfTriplesCorr">
            <scalar dataType="xsd:double" dictRef="o:tripCorr" units="nonsi:hartree">-0.019986943</scalar>
            <scalar dataType="xsd:double" dictRef="o:finCorrEner" units="nonsi:hartree">-0.685813085</scalar>
            <scalar dataType="xsd:double" dictRef="o:ccsdEner" units="nonsi:hartree">-228.301709553</scalar>
            <scalar dataType="xsd:double" dictRef="o:ccsdtEner" units="nonsi:hartree">-228.321696496</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*Triples\sCorrection.*" endPattern="(?!Scaled).*$\s*" endPattern2="~" endOffset="1">    <record>\s*Triples\sCorrection\s\(T\)\s*\.\.\.{F,o:tripCorr}</record>    <record repeat="*">(?!Final).*</record>    <record repeat="*">\s.*(alpha|beta).*</record>    <record>\s*Final\scorrelation\senergy\s*\.\.\.{F,o:finCorrEner}</record>    <record>\s*E\(CCSD\)\s*\.\.\.{F,o:ccsdEner}</record>    <record>\s*E\(CCSD\(T\)\)\s*\.\.\.{F,o:ccsdtEner}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:module" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
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triplesCorr


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	triplesCorr



	pattern

	\s*-{15,}$\s*.*TRIPLES\sCORRECTION.*



	endPattern

	\s*$\s*-{15,}



	endPattern2

	~



	endOffset

	1



	xml:base

	ci/triplescorr.xml







Input



-------------------------------------------
DLPNO BASED TRIPLES CORRECTION
-------------------------------------------

Singles multiplier          ...  1.000000
TCutTNO                     ... 1.000e-09
TCutMP2Pairs                ... 1.000e-05
TCutDOStrong                ... 2.000e-03
TCutMKNStrong               ... 1.000e-02
TCutDOWeak                  ... 4.000e-03
TCutMKNWeak                 ... 1.000e-01
NTCutTNO                    ... 1

Number of Triples that are to be computed         ...     31456

 . . . . . . . . .
10% done
20% done
30% done
40% done
50% done
60% done
70% done
          Batch   1   done (   1154.027 sec)
 . . . . . . . . .
80% done
90% done
          Batch   2   done (    368.031 sec)

Triples-Correction TCutTNO=   1.000e-09 (NWeakPairs = 0  1  2  3)  -0.155463563388   -0.002401607160    0.000000000000    0.000000000000
Triples-Correction  -0.157865170548

Triples timings:
Total time                      ...  1587.163 sec

Triples List generation         ...     0.000 sec
TNO generation                  ...    65.019 sec
Pair density generation         ...     0.057 sec
Look up tables                  ...     0.044 sec
Generating 3-index integrals    ...   801.547 sec
Make 4-ind.int. from 3-ind.int  ...     0.979 sec
Projecting amplitudes (D + S)   ...   553.540 sec
Sorting integrals for spin cases...    25.415 sec
Calculate W0/W1                 ...   117.194 sec
Energy contr. (sum over a,b,c)  ...    23.306 sec

Everything after 3-index        ...   763.910 sec

Energy contribution AAA         ...    15.688 sec
Energy contribution AAB         ...    73.308 sec
Energy contribution ABB         ...    67.016 sec
Energy contribution BBB         ...     9.925 sec
prep                ...     0.711 sec
makeTTNO            ...   545.242 sec
copyij              ...     0.057 sec
copyil              ...     1.732 sec
transposeij         ...     0.039 sec
newMatInDoubleProj  ...     9.500 sec
BlasInDoubleProj    ...   365.913 sec
ProjSingles         ...     5.031 sec
ProjDoubles         ...   548.509 sec
overall Doubles for projection      ... 116222
used Doubles for projection         ... 2319687


Number of Triples   (0, 1, 2, 3 weak pairs; overall):  15736   10260       0       0  ( 25996)
Number of Atoms     (0, 1, 2, 3 weak pairs; overall):   15.7    14.1     0.0     0.0  (    30)
Number of PAOs      (0, 1, 2, 3 weak pairs; overall):  395.4   380.1     0.0     0.0  (   630)
Number of AuxFcns   (0, 1, 2, 3 weak pairs; overall):  484.4   402.6     0.0     0.0  (  1548)
Number of TNOs (0, 1, 2, 3 weak pairs         ):   87.2    60.9     0.0     0.0
Aver. Number of NTNO, Atoms, PAOs, AuxFcns / Triples:  25996    76.8    15.0   389.4   452.1

Triples Correction (T)                     ...     -0.157865171
    alpha-alpha-alpha ... -0.004810725 (  3.0%)
    alpha-alpha-beta  ... -0.073782680 ( 46.7%)
    alpha-beta -beta  ... -0.073934126 ( 46.8%)
    beta -beta -beta  ... -0.005337640 (  3.4%)
Final correlation energy                   ...     -3.519525280
E(CCSD)                                    ...   -898.784353171
E(CCSD(T))                                 ...   -898.942218341






Output text



<comment class="example.output" id="triplesCorr">
        <module cmlx:templateRef="triplesCorr">
           <scalar dataType="xsd:double" dictRef="o:tripCorr" units="nonsi:hartree">-0.019986933</scalar>
           <scalar dataType="xsd:double" dictRef="o:finCorrEner" units="nonsi:hartree">-0.685813096</scalar>
           <scalar dataType="xsd:double" dictRef="o:ccsdEner" units="nonsi:hartree">-228.301709575</scalar>
           <scalar dataType="xsd:double" dictRef="o:ccsdtEner" units="nonsi:hartree">-228.321696508</scalar>
        </module>
    </comment>






Template definition



<record repeat="1">.*</record>
<record>\s*{X,o:corrType}\sTRIPLES\sCORRECTION.*</record>
<transform process="pullup" xpath=".//cml:scalar" repeat="1" />
<templateList>  <template pattern="\s*Triples\sCorrection.*" endPattern="\s*" endPattern2="~">    <record>\s*Triples\sCorrection\s\(T\)\s*\.\.\.{F,o:tripCorr}</record>    <record repeat="*">\s.*(alpha|beta).*</record>    <record>\s*Final\scorrelation\senergy\s*\.\.\.{F,o:finCorrEner}</record>    <record>\s*E\(CCSD\)\s*\.\.\.{F,o:ccsdEner}</record>    <record>\s*E\(CCSD\(T\)\)\s*\.\.\.{F,o:ccsdtEner}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />    <transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	nmr



	name

	NMR section



	pattern

	\s*-{10,}$\s*CHEMICAL\sSHIFTS\s*$\s*-{10,}



	endPattern

	\s*-{10,}$\s*[A-Z]{2,}.*



	endPattern2

	\s*\*{10,}



	endPattern3

	~



	endOffset

	0



	repeat

	*



	xml:base

	job/nmr/nmr.xml







Input



---------------
CHEMICAL SHIFTS
---------------

 --------------
 Nucleus   0C :
 --------------
 Raw-matrix :
         0.0001365   -0.0000000    0.0000000
        -0.0000000    0.0001365   -0.0000000
        -0.0000000   -0.0000000    0.0001365

 Diagonalized sT*s matrix:
 sDSO    0.0002562    0.0002562    0.0002562  iso=   0.0002562
 sPSO   -0.0001197   -0.0001197   -0.0001197  iso=  -0.0001197
        ---------------  ---------------  ---------------
 Total   0.0001365    0.0001365    0.0001365  iso=   0.0001365

 Orientation:
   X     0.0064703   -0.4858406    0.8740235
   Y     0.0108064   -0.8739568   -0.4858835
   Z     0.9999207    0.0125889   -0.0004046

 --------------
 Nucleus   1H :
 --------------
 Raw-matrix :
         0.0000379    0.0000000    0.0000000
        -0.0000000    0.0000291   -0.0000000
        -0.0000000   -0.0000000    0.0000291

 Diagonalized sT*s matrix:
 sDSO    0.0000255    0.0000255    0.0000379  iso=   0.0000297
 sPSO    0.0000036    0.0000036   -0.0000000  iso=   0.0000024
        ---------------  ---------------  ---------------
 Total   0.0000291    0.0000291    0.0000379  iso=   0.0000320

 Orientation:
   X     0.0000004    0.0000065   -1.0000000
   Y     0.0036682   -0.9999933   -0.0000065
   Z     0.9999933    0.0036682    0.0000005

 --------------
 Nucleus   2H :
 --------------
 Raw-matrix :
         0.0000301   -0.0000028    0.0000000
        -0.0000028    0.0000369    0.0000000
        -0.0000000   -0.0000000    0.0000291

 Diagonalized sT*s matrix:
 sDSO    0.0000255    0.0000255    0.0000379  iso=   0.0000297
 sPSO    0.0000036    0.0000036   -0.0000000  iso=   0.0000024
        ---------------  ---------------  ---------------
 Total   0.0000291    0.0000291    0.0000379  iso=   0.0000320

 Orientation:
   X    -0.9427514   -0.0102314    0.3333394
   Y    -0.3333198   -0.0036173   -0.9428069
   Z    -0.0108521    0.9999411    0.0000001

 --------------
 Nucleus   3H :
 --------------
 Raw-matrix :
         0.0000301    0.0000014    0.0000024
         0.0000014    0.0000311    0.0000034
         0.0000024    0.0000034    0.0000350

 Diagonalized sT*s matrix:
 sDSO    0.0000255    0.0000255    0.0000379  iso=   0.0000297
 sPSO    0.0000036    0.0000036   -0.0000000  iso=   0.0000024
        ---------------  ---------------  ---------------
 Total   0.0000291    0.0000291    0.0000379  iso=   0.0000320

 Orientation:
   X     0.9244046   -0.1853986    0.3333218
   Y    -0.3337063   -0.8163411    0.4714099
   Z    -0.1847056    0.5470051    0.8164982

 --------------
 Nucleus   4H :
 --------------
 Raw-matrix :
         0.0000301    0.0000014   -0.0000024
         0.0000014    0.0000311   -0.0000034
        -0.0000024   -0.0000034    0.0000350

 Diagonalized sT*s matrix:
 sDSO    0.0000255    0.0000255    0.0000379  iso=   0.0000297
 sPSO    0.0000036    0.0000036   -0.0000000  iso=   0.0000024
        ---------------  ---------------  ---------------
 Total   0.0000291    0.0000291    0.0000379  iso=   0.0000320

 Orientation:
   X     0.9266924   -0.1736030   -0.3333214
   Y    -0.3232756   -0.8205276   -0.4714099
   Z     0.1916612   -0.5446067    0.8164983


-----------------------------------------






Input



---------------
CHEMICAL SHIFTS
---------------

Note: using conversion factor for au to ppm alpha^2/2 =   26.625677252
Doing GIAO para- and diamagnetic shielding integrals analytically     ...done
Doing remaining GIAO terms numerically                                ...done
 --------------
 Nucleus   0C :
 --------------

Diamagnetic contribution to the shielding tensor (ppm) :
           244.001          0.000         0.000
             0.000        244.001         0.000
            -0.000         -0.000       244.001

Paramagnetic contribution to the shielding tensor (ppm):
           -42.869         -0.000        -0.000
             0.000        -42.869        -0.000
             0.000          0.000       -42.869

Total shielding tensor (ppm):
           201.132          0.000        -0.000
             0.000        201.132        -0.000
             0.000          0.000       201.132


 Diagonalized sT*s matrix:

 sDSO           244.001          244.001          244.001  iso=     244.001
 sPSO           -42.869          -42.869          -42.869  iso=     -42.869
        ---------------  ---------------  ---------------
 Total          201.132          201.132          201.132  iso=     201.132

 --------------
 Nucleus   1H :
 --------------

Diamagnetic contribution to the shielding tensor (ppm) :
            38.357          0.000         0.000
             0.000         26.092        -0.000
            -0.000         -0.000        26.092

Paramagnetic contribution to the shielding tensor (ppm):
            -0.215          0.000         0.000
             0.000          2.216        -0.000
             0.000          0.000         2.216

Total shielding tensor (ppm):
            38.142          0.000         0.000
             0.000         28.308        -0.000
             0.000         -0.000        28.309


 Diagonalized sT*s matrix:

 sDSO            26.092           26.092           38.357  iso=      30.180
 sPSO             2.216            2.216           -0.215  iso=       1.406
        ---------------  ---------------  ---------------
 Total           28.308           28.309           38.142  iso=      31.586

 --------------
 Nucleus   2H :
 --------------

Diamagnetic contribution to the shielding tensor (ppm) :
            27.455         -3.854         0.000
            -3.854         36.994         0.000
            -0.000         -0.000        26.092

Paramagnetic contribution to the shielding tensor (ppm):
             1.946          0.764        -0.000
             0.764          0.055        -0.000
             0.000          0.000         2.216

Total shielding tensor (ppm):
            29.401         -3.090        -0.000
            -3.090         37.049         0.000
             0.000         -0.000        28.308


 Diagonalized sT*s matrix:

 sDSO            26.092           26.092           38.357  iso=      30.180
 sPSO             2.216            2.216           -0.215  iso=       1.406
        ---------------  ---------------  ---------------
 Total           28.308           28.309           38.142  iso=      31.586

 --------------
 Nucleus   3H :
 --------------

Diamagnetic contribution to the shielding tensor (ppm) :
            27.455          1.927         3.338
             1.927         28.818         4.721
             3.338          4.721        34.269

Paramagnetic contribution to the shielding tensor (ppm):
             1.946         -0.382        -0.662
            -0.382          1.676        -0.936
            -0.662         -0.936         0.595

Total shielding tensor (ppm):
            29.401          1.545         2.676
             1.545         30.494         3.785
             2.676          3.785        34.864


 Diagonalized sT*s matrix:

 sDSO            26.092           26.092           38.357  iso=      30.180
 sPSO             2.216            2.216           -0.215  iso=       1.406
        ---------------  ---------------  ---------------
 Total           28.308           28.309           38.142  iso=      31.586

 --------------
 Nucleus   4H :
 --------------

Diamagnetic contribution to the shielding tensor (ppm) :
            27.455          1.927        -3.338
             1.927         28.818        -4.721
            -3.338         -4.721        34.269

Paramagnetic contribution to the shielding tensor (ppm):
             1.946         -0.382         0.662
            -0.382          1.676         0.936
             0.662          0.936         0.595

Total shielding tensor (ppm):
            29.401          1.545        -2.676
             1.545         30.494        -3.785
            -2.676         -3.785        34.864


 Diagonalized sT*s matrix:

 sDSO            26.092           26.092           38.357  iso=      30.180
 sPSO             2.216            2.216           -0.215  iso=       1.406
        ---------------  ---------------  ---------------
 Total           28.308           28.309           38.142  iso=      31.586



--------------------------






Output text



<comment class="example.output" id="nmr">
        <module cmlx:templateRef="nmr">
         <array dataType="xsd:integer" dictRef="o:nucleus" size="5">0 1 2 3 4</array>
         <array dataType="xsd:string" dictRef="cc:elementType" size="5">C H H H H</array>
         <array dataType="xsd:double" dictRef="o:paramagneticShielding" size="5" units="nonsi2:ppm">256.2 29.7 29.7 29.7 29.7</array>
         <array dataType="xsd:double" dictRef="o:diamagneticShielding" size="5" units="nonsi2:ppm">-119.7 2.4 2.4 2.4 2.4</array>
         <array dataType="xsd:double" dictRef="o:total" size="5" units="nonsi2:ppm">136.5 32.0 32.0 32.0 32.0</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="nmr2">
        <module cmlx:templateRef="nmr">
         <array dataType="xsd:integer" dictRef="o:nucleus" size="5">0 1 2 3 4</array>
         <array dataType="xsd:string" dictRef="cc:elementType" size="5">C H H H H</array>
         <array dataType="xsd:double" dictRef="o:paramagneticShielding" size="5" units="nonsi2:ppm">244.001 30.180 30.180 30.180 30.180</array>
         <array dataType="xsd:double" dictRef="o:diamagneticShielding" size="5" units="nonsi2:ppm">-42.869 1.406 1.406 1.406 1.406</array>
         <array dataType="xsd:double" dictRef="o:total" size="5" units="nonsi2:ppm">201.132 31.586 31.586 31.586 31.586</array>
        </module>
    </comment>






Template definition



<templateList>  <template id="nucleus" name="nucleus" pattern="\s*Nucleus.*" endPattern="\s*-{10,}.*$\s*Nucleus.*" endPattern2="~" repeat="*" endOffset="0">    <record>\s*Nucleus\s*{I,o:nucleus}{A,cc:elementType}:\s*</record>    <templateList>      <template pattern="\s*(Diamagnetic|Paramagnetic|Total\sshielding).*\(ppm\).*" endPattern=".*" endOffset="0" repeat="*">        <record id="ppmUnits">{X,cc:deleteme}</record>
                </template>      <template pattern="\s*Diagonalized\s*sT\*s\s*matrix.*" endPattern=".*[0-9]\s*$\s*" endOffset="1">        <record repeat="1" />        <record repeat="*">\s*</record>        <record id="paramagnetic">\s*sDSO.*iso={F,o:shielding}</record>        <record id="diamagnetic">\s*sPSO.*iso={F,o:shielding}</record>        <record />        <record id="total">\s*Total.*iso={F,o:shielding}</record>
                </template>
            </templateList>


        </template>
    </templateList>
<transform process="operateScalar" xpath=".//cml:module[@cmlx:templateRef='nucleus' and not( descendant-or-self::cml:list[@cmlx:templateRef='ppmUnits'])]//cml:scalar[@dictRef='o:shielding']" args="operator=multiply operand=1000000" />
<transform process="operateScalar" xpath=".//cml:module[@cmlx:templateRef='nucleus' and not( descendant-or-self::cml:list[@cmlx:templateRef='ppmUnits'])]//cml:scalar[@dictRef='o:diamagneticShielding']" args="operator=multiply operand=1000000" />
<transform process="operateScalar" xpath=".//cml:module[@cmlx:templateRef='nucleus' and not( descendant-or-self::cml:list[@cmlx:templateRef='ppmUnits'])]//cml:scalar[@dictRef='o:total']" args="operator=multiply operand=1000000" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='o:nucleus']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='paramagnetic']/cml:scalar[@dictRef='o:shielding']" dictRef="o:paramagneticShielding" />
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='diamagnetic']/cml:scalar[@dictRef='o:shielding']" dictRef="o:diamagneticShielding" />
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='total']/cml:scalar[@dictRef='o:shielding']" dictRef="o:total" />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:module" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='o:paramagneticShielding']" value="nonsi2:ppm" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='o:diamagneticShielding']" value="nonsi2:ppm" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='o:total']" value="nonsi2:ppm" />
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	excitedstates

	absorptionspec








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	tddft



	name

	TDDFT calculation



	pattern

	\s*-{40,}\s*$\s*ORCA\s(TD-DFT(/TDA)?|CIS)\sCALCULATION.*



	endPattern

	\s*\*\*\*\sORCA-CIS/TD-DFT\sFINISHED\sWITHOUT\sERROR\s\*\*\*\s*



	endPattern2

	~



	repeat

	*



	xml:base

	job/tddft/tddft.xml







Template definition



<templateList>  <xi:include href="tddft/excitedstates.xml" />  <xi:include href="tddft/absorptionspec.xml" />
    </templateList>
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excitedstates


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	excitedstates



	name

	TDDFT Excited States



	pattern

	\s*-{20,}\s*$\s*(TD-DFT.*|CIS-)EXCITED\sSTATES.*



	endPattern

	\s*$\s*-{10,}



	endPattern2

	\s*\*{20,}\s*



	endPattern3

	~



	repeat

	*



	xml:base

	tddft/excitedstates.xml







Input



------------------------------------
TD-DFT/TDA EXCITED STATES (SINGLETS)
------------------------------------

the weight of the individual excitations are printed if larger than 0.01

STATE  1:  E=   0.135814 au      3.696 eV    29807.7 cm**-1
    57a ->  62a  :     0.016564 (c=  0.12870193)
    60a ->  61a  :     0.917371 (c=  0.95779498)

STATE  2:  E=   0.138685 au      3.774 eV    30437.9 cm**-1
    59a ->  61a  :     0.974818 (c= -0.98732887)
    59a ->  64a  :     0.017463 (c= -0.13214855)

STATE  3:  E=   0.156161 au      4.249 eV    34273.5 cm**-1
    54a ->  61a  :     0.851979 (c= -0.92302726)
    54a ->  64a  :     0.021450 (c=  0.14645710)
    55a ->  61a  :     0.013888 (c=  0.11784878)
    56a ->  61a  :     0.102625 (c=  0.32035122)

STATE  4:  E=   0.160383 au      4.364 eV    35199.9 cm**-1
    57a ->  61a  :     0.653589 (c=  0.80844850)
    60a ->  62a  :     0.314558 (c= -0.56085490)

STATE  5:  E=   0.169963 au      4.625 eV    37302.5 cm**-1
    53a ->  61a  :     0.013704 (c=  0.11706288)
    54a ->  63a  :     0.018771 (c=  0.13700731)
    54a ->  65a  :     0.011145 (c=  0.10556849)
    58a ->  61a  :     0.904224 (c= -0.95090670)
    60a ->  64a  :     0.012155 (c= -0.11025148)

STATE  6:  E=   0.172859 au      4.704 eV    37938.2 cm**-1
    57a ->  61a  :     0.315042 (c= -0.56128582)
    57a ->  64a  :     0.029119 (c=  0.17064165)
    60a ->  62a  :     0.607288 (c= -0.77928707)

STATE  7:  E=   0.177259 au      4.823 eV    38903.8 cm**-1
    54a ->  61a  :     0.072841 (c=  0.26989101)
    55a ->  61a  :     0.693316 (c=  0.83265604)
    56a ->  61a  :     0.223679 (c=  0.47294757)

STATE  8:  E=   0.177700 au      4.835 eV    39000.6 cm**-1
    54a ->  61a  :     0.045550 (c=  0.21342458)
    55a ->  61a  :     0.278073 (c= -0.52732671)
    56a ->  61a  :     0.660293 (c=  0.81258442)

STATE  9:  E=   0.181688 au      4.944 eV    39875.8 cm**-1
    58a ->  63a  :     0.013631 (c=  0.11675201)
    60a ->  63a  :     0.954494 (c=  0.97698222)
    60a ->  65a  :     0.024787 (c=  0.15743778)

STATE 10:  E=   0.192380 au      5.235 eV    42222.5 cm**-1
    53a ->  61a  :     0.636636 (c= -0.79789464)
    60a ->  64a  :     0.292660 (c= -0.54098073)


-----------------------------






Output text



<comment class="example.output" id="excitedstates">
        <module cmlx:templateRef="excitedstates">
           <scalar dataType="xsd:string" dictRef="o:type">SINGLET</scalar>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">1</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.135814</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="2">57 60</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="2">62 61</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="2">0.016564 0.917371</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="2">0.12870193 0.95779498</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">2</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.138685</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="2">59 59</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="2">61 64</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="2">0.974818 0.017463</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="2">-0.98732887 -0.13214855</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">3</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.156161</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="4">54 54 55 56</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="4">a a a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="4">61 64 61 61</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="4">a a a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="4">0.851979 0.021450 0.013888 0.102625</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="4">-0.92302726 0.14645710 0.11784878 0.32035122</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">4</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.160383</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="2">57 60</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="2">61 62</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="2">0.653589 0.314558</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="2">0.80844850 -0.56085490</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">5</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.169963</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="5">53 54 54 58 60</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="5">a a a a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="5">61 63 65 61 64</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="5">a a a a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="5">0.013704 0.018771 0.011145 0.904224 0.012155</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="5">0.11706288 0.13700731 0.10556849 -0.95090670 -0.11025148</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">6</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.172859</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="3">57 57 60</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="3">61 64 62</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="3">0.315042 0.029119 0.607288</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="3">-0.56128582 0.17064165 -0.77928707</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">7</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.177259</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="3">54 55 56</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="3">61 61 61</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="3">0.072841 0.693316 0.223679</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="3">0.26989101 0.83265604 0.47294757</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">8</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.177700</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="3">54 55 56</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="3">61 61 61</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="3">0.045550 0.278073 0.660293</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="3">0.21342458 -0.52732671 0.81258442</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">9</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.181688</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="3">58 60 60</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="3">63 63 65</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="3">a a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="3">0.013631 0.954494 0.024787</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="3">0.11675201 0.97698222 0.15743778</array>
           </module>
           <module cmlx:templateRef="root">
              <scalar dataType="xsd:integer" dictRef="o:serial">10</scalar>
              <scalar dataType="xsd:double" dictRef="o:totalEnergy" units="nonsi:hartree">0.192380</scalar>
              <array dataType="xsd:integer" dictRef="o:occOrbitalNumber" size="2">53 60</array>
              <array dataType="xsd:string" dictRef="o:occOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:integer" dictRef="o:virtOrbitalNumber" size="2">61 64</array>
              <array dataType="xsd:string" dictRef="o:virtOrbitalLabel" size="2">a a</array>
              <array dataType="xsd:double" dictRef="o:occEnergy" size="2">0.636636 0.292660</array>
              <array dataType="xsd:double" dictRef="o:coeff" size="2">-0.79789464 -0.54098073</array>
           </module>
        </module>
    </comment>






Template definition



<record />
<record>.*\sEXCITED\sSTATES\s\({X,o:type}S\).*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<templateList>  <template id="root" pattern="\s*STATE.*" endPattern="\s*" endPattern2="~" repeat="*">    <record>\s*STATE{I,o:serial}:\s*E={F,o:totalEnergy}.*</record>    <record repeat="*" makeArray="true">{I,o:occOrbitalNumber}{A,o:occOrbitalLabel}->{I,o:virtOrbitalNumber}{A,o:virtOrbitalLabel}:{F,o:occEnergy}\(c={F,o:coeff}\)</record>    <record repeat="*" makeArray="true">{I,o:occOrbitalNumber}{A,o:occOrbitalLabel}->{I,o:virtOrbitalNumber}{A,o:virtOrbitalLabel}:{F,o:occEnergy}\s*</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:array" />
<transform process="pullup" xpath=".//cml:scalar[not(@dictRef='o:type')]" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='o:totalEnergy']" value="nonsi:hartree" />
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absorptionspec


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	absorptionspec



	name

	Absorption spectrum via transition electric dipole moments



	pattern

	\s*-{40,}$\s*ABSORPTION\sSPECTRUM\sVIA\sTRANSITION\sELECTRIC\sDIPOLE\sMOMENTS\s*



	endPattern

	\s*



	endPattern2

	~



	repeat

	*



	xml:base

	tddft/absorptionspec.xml







Input



-----------------------------------------------------------------------------
         ABSORPTION SPECTRUM VIA TRANSITION ELECTRIC DIPOLE MOMENTS
-----------------------------------------------------------------------------
State   Energy  Wavelength   fosc         T2         TX        TY        TZ
        (cm-1)    (nm)                  (au**2)     (au)      (au)      (au)
-----------------------------------------------------------------------------
   1   29807.7    335.5   1.632798447  18.03351  -4.19099  -0.67364  -0.12390
   2   30437.9    328.5   0.000252876   0.00274  -0.04856  -0.01942  -0.00022
   3   34273.5    291.8   0.000109617   0.00105  -0.01968  -0.00345   0.02557
   4   35199.9    284.1   0.002539232   0.02375   0.01843  -0.15293  -0.00472
   5   37302.5    268.1   0.034390618   0.30351   0.10272   0.53933   0.04567
   6   37938.2    263.6   0.111849186   0.97058  -0.51212  -0.84047  -0.04380
   7   38903.8    257.0   0.000967552   0.00819   0.03882   0.08108   0.01034
   8   39000.6    256.4   0.003362080   0.02838  -0.16364  -0.03529  -0.01887
   9   39875.8    250.8   0.000022730   0.00019  -0.01343  -0.00122   0.00243
  10   42222.5    236.8   0.197053617   1.53644   1.17869   0.38089   0.04526






Output text



<comment class="example.output" id="absorptionspec">
        <module cmlx:templateRef="absorptionspec">
           <array dataType="xsd:integer" dictRef="cc:serial" size="10">1 2 3 4 5 6 7 8 9 10</array>
           <array dataType="xsd:double" dictRef="o:energy" size="10">29807.7 30437.9 34273.5 35199.9 37302.5 37938.2 38903.8 39000.6 39875.8 42222.5</array>
           <array dataType="xsd:double" dictRef="o:wavelength" size="10">335.5 328.5 291.8 284.1 268.1 263.6 257.0 256.4 250.8 236.8</array>
           <array dataType="xsd:double" dictRef="o:fosc" size="10">1.632798447 0.000252876 0.000109617 0.002539232 0.034390618 0.111849186 0.000967552 0.003362080 0.000022730 0.197053617</array>
           <array dataType="xsd:double" dictRef="o:t2" size="10">18.03351 0.00274 0.00105 0.02375 0.30351 0.97058 0.00819 0.02838 0.00019 1.53644</array>
           <array dataType="xsd:double" dictRef="o:tx" size="10">-4.19099 -0.04856 -0.01968 0.01843 0.10272 -0.51212 0.03882 -0.16364 -0.01343 1.17869</array>
           <array dataType="xsd:double" dictRef="o:ty" size="10">-0.67364 -0.01942 -0.00345 -0.15293 0.53933 -0.84047 0.08108 -0.03529 -0.00122 0.38089</array>
           <array dataType="xsd:double" dictRef="o:tz" size="10">-0.12390 -0.00022 0.02557 -0.00472 0.04567 -0.04380 0.01034 -0.01887 0.00243 0.04526</array>
        </module>
    </comment>






Template definition



<record repeat="6" />
<record repeat="*" makeArray="true">{I,cc:serial}{F,o:energy}{F,o:wavelength}{F,o:fosc}{F,o:t2}{F,o:tx}{F,o:ty}{F,o:tz}</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:array" value="" />
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dftd3


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	dftd3



	name

	DFT dispersion correction



	pattern

	\s*-{40,}$\s*DFT\sDISPERSION\sCORRECTION\s*$.*$\s*DFTD3.*



	endPattern

	\s*FINAL\sSINGLE\sPOINT\sENERGY.*



	endPattern2

	~



	endOffset

	2



	repeat

	*



	keep

	last



	xml:base

	job/dftd3/dftd3.xml







Input



-------------------------------------------------------------------------------
                          DFT DISPERSION CORRECTION

                                DFTD3 V2.1  Rev 6
                          USING Becke-Johnson damping
-------------------------------------------------------------------------------
The default TPSS functional is recognized
Active option DFTDOPT                   ...         4

molecular C6(AA) [au] = 660.736944


            DFT-D V3
 parameters
 s6 scaling factor         :     1.0000
 a1 scaling factor         :     0.4535
 s8 scaling factor         :     1.9435
 a2 scaling factor         :     4.4752
 ad hoc parameters k1-k3   :    16.0000     1.3333    -4.0000

 Edisp/kcal,au: -3.666322769917  -0.005842656614
 E6   /kcal   :  -1.866910376
 E8   /kcal   :  -1.799412394
 % E8         :  49.079486643

-------------------------   ----------------
Dispersion correction           -0.005842657
-------------------------   ----------------


-------------------------   --------------------
FINAL SINGLE POINT ENERGY      -192.035512466095
-------------------------   --------------------






Output text



<comment class="example.output" id="dftd3">
    <module cmlx:templateRef="dftd3" dictRef="cc:userDefinedModule">
       <scalar dataType="xsd:double" dictRef="o:dispcorr" units="nonsi:hartree">-0.005842657</scalar>
    </module>
</comment>






Template definition



<templateList>  <template pattern="\s*Dispersion\scorrection.*" endPattern=".*">    <record>\s*Dispersion\scorrection{F,o:dispcorr}</record>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:module" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
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eprnmr


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	eprnmr



	name

	EPR/NMR calculation section



	pattern

	\s*ORCA\sEPR\/NMR\s*CALCULATION\s*



	endPattern

	\s*DOMO-.VMO.*



	endPattern2

	\s*\*{20,}.*



	endPattern3

	~



	endOffset

	1



	repeat

	*



	xml:base

	job/eprnmr/eprnmr.xml







Comment



------------------------------------------------------------------------------
                                ORCA EPR/NMR CALCULATION
------------------------------------------------------------------------------
...

DOMO->SOMO (beta ->beta )  :     0.917      1.080
SOMO->SOMO (alpha->beta )  :    -0.029     -0.343
DOMO->VMO  (beta ->alpha)  :    -0.122      0.022






Template definition



<xi:include href="eprnmr/gmatrix.xml" />
<xi:include href="eprnmr/zerofield.xml" />
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optsetup


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	optsetup



	name

	Optimization Coordinate Setup



	pattern

	\s*-{20,}$\s*Redundant\sInternal\sCoordinates.*



	endPattern

	\s*Number\sof\sdegrees\sof\sfreedom.*



	endPattern2

	\s*\*{10,}.*



	endPattern3

	~



	endOffset

	1



	keep

	first



	xml:base

	job/optsetup.xml







Input



    -----------------------------------------------------------------
                    Redundant Internal Coordinates


    -----------------------------------------------------------------
         Definition                    Initial Value    Approx d2E/dq
    -----------------------------------------------------------------
      1. B(H   1,O   0)                  1.0000         0.448900
      2. B(H   2,O   0)                  1.0000         0.448900
      3. A(H   1,O   0,H   2)           90.0000         0.306850 C
    -----------------------------------------------------------------

Number of atoms                         .... 3
Number of degrees of freedom            .... 3






Output text



<comment class="example.output" id="optsetup">
        <module cmlx:templateRef="optsetup" dictRef="cc:userDefinedModule">
           <list>
              <scalar dataType="xsd:string" dictRef="x:restriction">A</scalar>
              <array dataType="xsd:integer" dictRef="x:serial" size="3">1 0 2</array>
              <scalar dataType="xsd:double" dictRef="x:parameter">90.0000</scalar>
              <scalar dataType="xsd:double" dictRef="o:d2E_dq">0.306850</scalar>
           </list>
        </module>
    </comment>






Template definition



<record repeat="7" />
<templateList>  <template id="cartesian" pattern=".*C.*\(.*\).*C\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>.*\.{A,x:restriction}\(\w+\s+{I,x:serial}\){F,x:parameter}{F,o:d2E_dq}.*C\s*</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serial']" />
        </template>  <template id="bond" pattern=".*B\(.*\).*C\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>.*\.{A,x:restriction}\(\w+\s+{I,x:serial},\w+\s+{I,x:serial}\){F,x:parameter}{F,o:d2E_dq}.*C\s*</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serial']" />
        </template>  <template id="angle" pattern=".*A\(.*\).*C\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>.*\.{A,x:restriction}\(\w+\s+{I,x:serial},\w+\s+{I,x:serial},\w+\s+{I,x:serial}\){F,x:parameter}{F,o:d2E_dq}.*C\s*</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serial']" />
        </template>  <template id="dihedral" pattern=".*D\(.*\).*C\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>.*\.{A,x:restriction}\(\w+\s+{I,x:serial},\w+\s+{I,x:serial},\w+\s+{I,x:serial},\w+\s+{I,x:serial}\){F,x:parameter}{F,o:d2E_dq}.*C\s*</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serial']" />
        </template>  <template id="plane" pattern=".*L\(.*\).*C\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>.*\.{A,x:restriction}\(\w+\s+{I,x:serial},\w+\s+{I,x:serial},\w+\s+{I,x:serial},\w+\s+{I,x:serial},{I,x:value}\){F,x:parameter}{F,o:d2E_dq}.*C\s*</record>    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:serial']" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[./cml:scalar]" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
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header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Orca log



	id

	header



	name

	Orca header



	pattern

	\s+\*\s+O\s+R\s+C\s+A\s+\*\s*



	endPattern

	\s*INPUT\sFILE\s*



	endOffset

	-1



	xml:base

	header.xml







Input



                                 *****************
                                 * O   R   C   A *
                                 *****************

           --- An Ab Initio, DFT and Semiempirical electronic structure package ---

                  ######################################################
                  #                        -***-                       #
                  #  Department of molecular theory and spectroscopy   #
                  #              Directorship: Frank Neese             #
                  #   Max Planck Institute for Bioinorganic Chemistry  #
                  #                  D-45470 Muelheim/Ruhr             #
                  #                       Germany                      #
                  #                                                    #
                  #                  All rights reserved               #
                  #                        -***-                       #
                  ######################################################


                         Program Version 2.9.0 -  RELEASE  -


 With contributions from (in alphabetic order):
   Ute Becker             : Parallelization
   Dmitry Ganyushin       : Spin-Orbit,Spin-Spin,Magnetic field MRCI
   Andreas Hansen         : Spin unrestricted coupled pair/coupled cluster methods
   Dimitrios Liakos       : Parallel MDCI
   Robert Izsak           : Overlap fitted RIJCOSX
   Christian Kollmar      : KDIIS, orbital optimized coupled pair methods, Brueckner methods
   Simone Kossmann        : Meta GGA functionals, improved MP2 methods
   Taras Petrenko         : TD-DFT gradient, Resonance Raman, ABS, fluorescence, XAS, NRVS
   Christoph Reimann      : Effective Core Potentials
   Michael Roemelt        : Restricted open shell CI
   Christoph Riplinger    : Improved optimizer, TS searches, QM/MM
   Barbara Sandhoefer     : DKH, picture change effects
   Igor Schapiro          : Molecular dynamics
   Kantharuban Sivalingam : CASSCF and multireference perturbation theory
   Boris Wezisla          : Elementary symmetry handling
   Frank Wennmohs         : Technical directorship


 We gratefully acknowledge several collegues who have allowed us to
 interface, adapt or use parts of their codes:
   Stefan Grimme                                : VdW corrections, initial TS optimization
                                                  and many helpful discussions
   Ed Valeev                                    : LibInt (2-el integral package), F12 methods
   Andreas Klamt, Michael Diedenhofen           : otool_cosmo (COSMO solvation model)
   Frank Weinhold                               : gennbo (NPA and NBO analysis)


 Your calculation uses the libint2 library for the computation of 2-el integrals
 For citations please refer to: http://libint.valeyev.net

Your calculation utilizes the basis: Ahlrichs-VDZ
Cite in your paper:
H - Kr: A. Schaefer, H. Horn and R. Ahlrichs, J. Chem. Phys. 97, 2571 (1992).



*****************************************
The coordinations will be read from file: ete.xyz
*****************************************


================================================================================
                                        WARNINGS
                       Please study these warnings very carefully!
================================================================================
Now building the actual basis set


INFO   : the flag for use of LIBINT has been found!

================================================================================
                                       INPUT FILE






Output text



<comment class="example.output" id="header">
       <module cmlx:templateRef="header">
          <module cmlx:templateRef="program">
             <scalar dataType="xsd:string" dictRef="cc:programVersion">2.9.0</scalar>
             <scalar dataType="xsd:string" dictRef="cc:programSubversion">RELEASE</scalar>
          </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="program" pattern="\s+Program\sVersion.*" endPattern=".*">    <record>\s*Program\sVersion{A,cc:programVersion}-{X,cc:programSubversion}-</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Orca log



	id

	input



	name

	Input file section



	pattern

	\s*=+\s*$\s+INPUT\sFILE\s*$\s*=+\s*



	endPattern

	.*\*\*\*\*END\sOF\sINPUT\*\*\*\*\s*$\s*=+\s*



	endOffset

	2



	xml:base

	input.xml







Comment



================================================================================
                                       INPUT FILE
================================================================================
NAME = run.inp
|  1> %PAL NPROCS 1 END
|  2> ! HF def2-SVP TightSCF Opt
|  3>
|  4> %geom Constraints
|  5>         { A 1 0 2 90.0 C}
|  6>       end
|  7>  end
|  8>
|  9> %basis basis SV
| 10>   newGTO O "6-31G" end
| 11> end
| 12>
| 13> * xyzfile 0 1 h2o.xyz
| 14>
| 15>
| 16>
| 17>
| 18>                          ****END OF INPUT****
================================================================================






Input



================================================================================
                                       INPUT FILE
================================================================================
NAME = ch2.inp
|  1> ! TZVPP TightSCF mrddci3
|  2> * xyz 0 3
|  3> C 0 0 0
|  4> H 0.7 0.5 0
|  5> H -0.7 0.5 0
|  6> *
|  7>
|  8> %CASSCF nel 2
|  9>         norb 2
| 10>         nevpt2 true
| 11>         end
| 12>
| 13> $new_job
| 14> ! TZVPP TightSCF mrddci3
| 15> * xyz 0 1
| 16> C 0 0 0
| 17> H 0.7 0.5 0
| 18> H -0.7 0.5 0
| 19> *
| 20>
| 21> %CASSCF nel 2
| 22>         norb 2
| 23>         nevpt2 true
| 24>         end
| 25>
| 26>
| 27>
| 28>
| 29>                          ****END OF INPUT****
================================================================================






Input



================================================================================
                                       INPUT FILE
================================================================================
NAME = phen3.inp
|  1> ! OPBE opt def2-SV(P) def2-SVP/C TightSCF UNO
|  2>
|  3> %output
|  4> Print[ P_UNO_OccNum ] = 1
|  5> end
|  6>
|  7> * xyz 2 5
|  8>   Fe    -0.000094   -0.001538    0.015314  newgto "def2-TZVP" end
|  9>   N     -1.301044    0.998903    1.550485  newgto "def2-TZVP" end
| 10>   N      1.302490   -1.000716    1.549739  newgto "def2-TZVP" end
| 11>   N      0.877835   -1.039833   -1.732390  newgto "def2-TZVP" end
| 12>   N      1.803903    1.327699    0.218253  newgto "def2-TZVP" end
| 13>   N     -1.805188   -1.328750    0.218929  newgto "def2-TZVP" end
| 14>   N     -0.878918    1.035806   -1.731790  newgto "def2-TZVP" end
| 15>   C      2.460016   -0.340681    1.821585
| 16>   C      2.730294    0.885483    1.110808
| 17>   C     -2.731299   -0.885256    1.111155  newgto "def2-TZVP" end
| 18>   C     -2.459525    0.340464    1.822082
| 19>   C      0.463935   -0.550934   -2.934373
| 20>   C     -0.463690    0.548788   -2.934056
| 21>   C      2.047074    2.465059   -0.433956
| 22>   C      3.211011    3.231578   -0.247375
| 23>   C      4.164130    2.791912    0.656265
| 24>   C      3.941678    1.589394    1.369698
| 25>   C      1.036911   -2.124723    2.215329
| 26>   C      1.895435   -2.668035    3.186206
| 27>   C      3.083317   -2.013737    3.467470
| 28>   C      3.399856   -0.816922    2.781193
| 29>   C     -1.737566    2.058717   -1.726788
| 30>   C     -2.234269    2.657100   -2.895804
| 31>   C     -1.822954    2.170682   -4.126369
| 32>   C     -0.914116    1.087777   -4.174257
| 33>   C      1.736446   -2.062746   -1.728012
| 34>   C      2.234462   -2.659281   -2.897424
| 35>   C      1.824624   -2.170848   -4.127684
| 36>   C      0.915814   -1.087894   -4.174916
| 37>   C     -2.049804   -2.465681   -0.433491
| 38>   C     -1.034112    2.122536    2.216195
| 39>   C     -3.214997   -3.230418   -0.247505
| 40>   C     -4.167827   -2.789427    0.655794
| 41>   C     -3.943830   -1.587369    1.369496
| 42>   C     -1.892058    2.666935    3.186965
| 43>   C     -3.080905    2.014270    3.467939
| 44>   C     -3.398953    0.817967    2.781471
| 45>   C      0.441990   -0.523293   -5.403715
| 46>   C     -0.438783    0.525214   -5.403400
| 47>   C     -4.872873   -1.070288    2.330471
| 48>   C     -4.608837    0.086400    3.014072
| 49>   C      4.871150    1.073580    2.330935
| 50>   C      4.608607   -0.083612    3.014264
| 51>   H     -1.285955   -2.794672   -1.148155
| 52>   H     -3.352130   -4.158501   -0.815074
| 53>   H     -5.089400   -3.361421    0.825026
| 54>   H     -5.802742   -1.622730    2.514855
| 55>   H     -5.324945    0.468973    3.752341
| 56>   H     -3.777935    2.414392    4.216304
| 57>   H     -1.615547    3.595972    3.699428
| 58>   H     -0.090529    2.626059    1.972774
| 59>   H      2.196012   -2.613482   -5.060524
| 60>   H      0.798347   -0.946694   -6.350950
| 61>   H     -0.793956    0.950214   -6.350365
| 62>   H      2.937378   -3.498076   -2.821441
| 63>   H      2.055069   -2.432675   -0.746963
| 64>   H     -2.193172    2.614891   -5.058925
| 65>   H     -2.937300    3.495753   -2.819270
| 66>   H     -2.057256    2.427150   -0.745533
| 67>   H      0.093991   -2.629435    1.971734
| 68>   H      1.620108   -3.597482    3.698555
| 69>   H      3.780739   -2.412933    4.215961
| 70>   H      5.325045   -0.465223    3.752708
| 71>   H      5.800121    1.627401    2.515730
| 72>   H      5.084749    3.365302    0.825979
| 73>   H      3.346967    4.159951   -0.814756
| 74>   H      1.283007    2.792984   -1.148873
| 75> *
| 76>
| 77>
| 78>
| 79>                          ****END OF INPUT****
================================================================================






Output text



<comment class="example.output" id="input">
       <module cmlx:templateRef="input">
          <module cmlx:templateRef="job">
             <molecule id="initial">
                <atomArray>
                   <atom elementType="C" id="a1" x3="0.0000" y3="0.0000" z3="0.0000">
                      <scalar dataType="" dictRef="cc:basis" />
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="H" id="a2" x3="0.7000" y3="0.5000" z3="0.0000">
                      <scalar dataType="" dictRef="cc:basis" />
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a3" x3="-0.7000" y3="0.5000" z3="0.0000">
                      <scalar dataType="" dictRef="cc:basis" />
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                </atomArray>
                <bondArray>
                   <bond atomRefs2="a1 a2" order="S" />
                   <bond atomRefs2="a1 a3" order="S" />
                </bondArray>
                <formula concise="C 1 H 2">
                   <atomArray count="1 2" elementType="C H" />
                </formula>
                <property dictRef="cml:molmass">
                   <scalar units="unit:dalton">12.0107</scalar>
                </property>
             </molecule>
             <scalar dataType="xsd:integer" dictRef="o:charge">0</scalar>
             <scalar dataType="xsd:integer" dictRef="cc:multiplicity">3</scalar>
             <array dataType="xsd:string" dictRef="cc:keywords" size="3">TZVPP TightSCF mrddci3</array>
             <module cmlx:templateRef="block">
                <scalar dataType="xsd:string" dictRef="o:type">CASSCF</scalar>
                <scalar dataType="xsd:string" dictRef="o:parameters">nel 2</scalar>
                <scalar dataType="xsd:string" dictRef="o:parameter">norb 2</scalar>
                <scalar dataType="xsd:string" dictRef="o:parameter">nevpt2 true</scalar>
             </module>
          </module>
          <module cmlx:templateRef="job">
             <molecule id="initial">
                <atomArray>
                   <atom elementType="C" id="a1" x3="0.0000" y3="0.0000" z3="0.0000">
                      <scalar dataType="" dictRef="cc:basis" />
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="H" id="a2" x3="0.7000" y3="0.5000" z3="0.0000">
                      <scalar dataType="" dictRef="cc:basis" />
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a3" x3="-0.7000" y3="0.5000" z3="0.0000">
                      <scalar dataType="" dictRef="cc:basis" />
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                </atomArray>
                <bondArray>
                   <bond atomRefs2="a1 a2" order="S" />
                   <bond atomRefs2="a1 a3" order="S" />
                </bondArray>
                <formula concise="C 1 H 2">
                   <atomArray count="1 2" elementType="C H" />
                </formula>
                <property dictRef="cml:molmass">
                   <scalar units="unit:dalton">12.0107</scalar>
                </property>
             </molecule>
             <scalar dataType="xsd:integer" dictRef="o:charge">0</scalar>
             <scalar dataType="xsd:integer" dictRef="cc:multiplicity">1</scalar>
             <array dataType="xsd:string" dictRef="cc:keywords" size="3">TZVPP TightSCF mrddci3</array>
             <module cmlx:templateRef="block">
                <scalar dataType="xsd:string" dictRef="o:type">CASSCF</scalar>
                <scalar dataType="xsd:string" dictRef="o:parameters">nel 2</scalar>
                <scalar dataType="xsd:string" dictRef="o:parameter">norb 2</scalar>
                <scalar dataType="xsd:string" dictRef="o:parameter">nevpt2 true</scalar>
             </module>
          </module>
       </module>
    </comment>






Output text



<comment class="example.output" id="input2">
       <module cmlx:templateRef="input">
          <module cmlx:templateRef="job">
             <molecule id="initial">
                <atomArray>
                   <atom elementType="Fe" id="a1" x3="-0.000094" y3="-0.001538" z3="0.015314">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">26</scalar>
                   </atom>
                   <atom elementType="N" id="a2" x3="-1.301044" y3="0.998903" z3="1.550485">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                   </atom>
                   <atom elementType="N" id="a3" x3="1.30249" y3="-1.000716" z3="1.549739">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                   </atom>
                   <atom elementType="N" id="a4" x3="0.877835" y3="-1.039833" z3="-1.73239">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                   </atom>
                   <atom elementType="N" id="a5" x3="1.803903" y3="1.327699" z3="0.218253">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                   </atom>
                   <atom elementType="N" id="a6" x3="-1.805188" y3="-1.32875" z3="0.218929">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                   </atom>
                   <atom elementType="N" id="a7" x3="-0.878918" y3="1.035806" z3="-1.73179">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">7</scalar>
                   </atom>
                   <atom elementType="C" id="a8" x3="2.460016" y3="-0.340681" z3="1.821585">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a9" x3="2.730294" y3="0.885483" z3="1.110808">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a10" x3="-2.731299" y3="-0.885256" z3="1.111155">
                      <scalar dataType="xsd:string" dictRef="cc:basis">def2-TZVP</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a11" x3="-2.459525" y3="0.340464" z3="1.822082">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a12" x3="0.463935" y3="-0.550934" z3="-2.934373">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a13" x3="-0.46369" y3="0.548788" z3="-2.934056">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a14" x3="2.047074" y3="2.465059" z3="-0.433956">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a15" x3="3.211011" y3="3.231578" z3="-0.247375">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a16" x3="4.16413" y3="2.791912" z3="0.656265">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a17" x3="3.941678" y3="1.589394" z3="1.369698">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a18" x3="1.036911" y3="-2.124723" z3="2.215329">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a19" x3="1.895435" y3="-2.668035" z3="3.186206">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a20" x3="3.083317" y3="-2.013737" z3="3.46747">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a21" x3="3.399856" y3="-0.816922" z3="2.781193">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a22" x3="-1.737566" y3="2.058717" z3="-1.726788">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a23" x3="-2.234269" y3="2.6571" z3="-2.895804">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a24" x3="-1.822954" y3="2.170682" z3="-4.126369">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a25" x3="-0.914116" y3="1.087777" z3="-4.174257">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a26" x3="1.736446" y3="-2.062746" z3="-1.728012">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a27" x3="2.234462" y3="-2.659281" z3="-2.897424">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a28" x3="1.824624" y3="-2.170848" z3="-4.127684">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a29" x3="0.915814" y3="-1.087894" z3="-4.174916">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a30" x3="-2.049804" y3="-2.465681" z3="-0.433491">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a31" x3="-1.034112" y3="2.122536" z3="2.216195">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a32" x3="-3.214997" y3="-3.230418" z3="-0.247505">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a33" x3="-4.167827" y3="-2.789427" z3="0.655794">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a34" x3="-3.94383" y3="-1.587369" z3="1.369496">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a35" x3="-1.892058" y3="2.666935" z3="3.186965">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a36" x3="-3.080905" y3="2.01427" z3="3.467939">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a37" x3="-3.398953" y3="0.817967" z3="2.781471">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a38" x3="0.44199" y3="-0.523293" z3="-5.403715">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a39" x3="-0.438783" y3="0.525214" z3="-5.4034">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a40" x3="-4.872873" y3="-1.070288" z3="2.330471">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a41" x3="-4.608837" y3="0.0864" z3="3.014072">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a42" x3="4.87115" y3="1.07358" z3="2.330935">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="C" id="a43" x3="4.608607" y3="-0.083612" z3="3.014264">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">6</scalar>
                   </atom>
                   <atom elementType="H" id="a44" x3="-1.285955" y3="-2.794672" z3="-1.148155">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a45" x3="-3.35213" y3="-4.158501" z3="-0.815074">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a46" x3="-5.0894" y3="-3.361421" z3="0.825026">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a47" x3="-5.802742" y3="-1.62273" z3="2.514855">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a48" x3="-5.324945" y3="0.468973" z3="3.752341">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a49" x3="-3.777935" y3="2.414392" z3="4.216304">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a50" x3="-1.615547" y3="3.595972" z3="3.699428">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a51" x3="-0.090529" y3="2.626059" z3="1.972774">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a52" x3="2.196012" y3="-2.613482" z3="-5.060524">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a53" x3="0.798347" y3="-0.946694" z3="-6.35095">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a54" x3="-0.793956" y3="0.950214" z3="-6.350365">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a55" x3="2.937378" y3="-3.498076" z3="-2.821441">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a56" x3="2.055069" y3="-2.432675" z3="-0.746963">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a57" x3="-2.193172" y3="2.614891" z3="-5.058925">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a58" x3="-2.9373" y3="3.495753" z3="-2.81927">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a59" x3="-2.057256" y3="2.42715" z3="-0.745533">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a60" x3="0.093991" y3="-2.629435" z3="1.971734">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a61" x3="1.620108" y3="-3.597482" z3="3.698555">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a62" x3="3.780739" y3="-2.412933" z3="4.215961">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a63" x3="5.325045" y3="-0.465223" z3="3.752708">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a64" x3="5.800121" y3="1.627401" z3="2.51573">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a65" x3="5.084749" y3="3.365302" z3="0.825979">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a66" x3="3.346967" y3="4.159951" z3="-0.814756">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                   <atom elementType="H" id="a67" x3="1.283007" y3="2.792984" z3="-1.148873">
                      <scalar dataType="xsd:string" dictRef="cc:basis">N/A</scalar>
                      <scalar dataType="xsd:integer" dictRef="cc:atomicNumber">1</scalar>
                   </atom>
                </atomArray>
                <bondArray>
                   <bond atomRefs2="a2 a11" order="S" />
                   <bond atomRefs2="a2 a31" order="S" />
                   <bond atomRefs2="a3 a8" order="S" />
                   <bond atomRefs2="a3 a18" order="S" />
                   <bond atomRefs2="a4 a12" order="S" />
                   <bond atomRefs2="a4 a26" order="S" />
                   <bond atomRefs2="a5 a9" order="S" />
                   <bond atomRefs2="a5 a14" order="S" />
                   <bond atomRefs2="a6 a10" order="S" />
                   <bond atomRefs2="a6 a30" order="S" />
                   <bond atomRefs2="a7 a13" order="S" />
                   <bond atomRefs2="a7 a22" order="S" />
                   <bond atomRefs2="a8 a9" order="S" />
                   <bond atomRefs2="a8 a21" order="S" />
                   <bond atomRefs2="a9 a17" order="S" />
                   <bond atomRefs2="a10 a11" order="S" />
                   <bond atomRefs2="a10 a34" order="S" />
                   <bond atomRefs2="a11 a37" order="S" />
                   <bond atomRefs2="a12 a13" order="S" />
                   <bond atomRefs2="a12 a29" order="S" />
                   <bond atomRefs2="a13 a25" order="S" />
                   <bond atomRefs2="a14 a15" order="S" />
                   <bond atomRefs2="a14 a67" order="S" />
                   <bond atomRefs2="a15 a16" order="S" />
                   <bond atomRefs2="a15 a66" order="S" />
                   <bond atomRefs2="a16 a17" order="S" />
                   <bond atomRefs2="a16 a65" order="S" />
                   <bond atomRefs2="a17 a42" order="S" />
                   <bond atomRefs2="a18 a19" order="S" />
                   <bond atomRefs2="a18 a60" order="S" />
                   <bond atomRefs2="a19 a20" order="S" />
                   <bond atomRefs2="a19 a61" order="S" />
                   <bond atomRefs2="a20 a21" order="S" />
                   <bond atomRefs2="a20 a62" order="S" />
                   <bond atomRefs2="a21 a43" order="S" />
                   <bond atomRefs2="a22 a23" order="S" />
                   <bond atomRefs2="a22 a59" order="S" />
                   <bond atomRefs2="a23 a24" order="S" />
                   <bond atomRefs2="a23 a58" order="S" />
                   <bond atomRefs2="a24 a25" order="S" />
                   <bond atomRefs2="a24 a57" order="S" />
                   <bond atomRefs2="a25 a39" order="S" />
                   <bond atomRefs2="a26 a27" order="S" />
                   <bond atomRefs2="a26 a56" order="S" />
                   <bond atomRefs2="a27 a28" order="S" />
                   <bond atomRefs2="a27 a55" order="S" />
                   <bond atomRefs2="a28 a29" order="S" />
                   <bond atomRefs2="a28 a52" order="S" />
                   <bond atomRefs2="a29 a38" order="S" />
                   <bond atomRefs2="a30 a32" order="S" />
                   <bond atomRefs2="a30 a44" order="S" />
                   <bond atomRefs2="a31 a35" order="S" />
                   <bond atomRefs2="a31 a51" order="S" />
                   <bond atomRefs2="a32 a33" order="S" />
                   <bond atomRefs2="a32 a45" order="S" />
                   <bond atomRefs2="a33 a34" order="S" />
                   <bond atomRefs2="a33 a46" order="S" />
                   <bond atomRefs2="a34 a40" order="S" />
                   <bond atomRefs2="a35 a36" order="S" />
                   <bond atomRefs2="a35 a50" order="S" />
                   <bond atomRefs2="a36 a37" order="S" />
                   <bond atomRefs2="a36 a49" order="S" />
                   <bond atomRefs2="a37 a41" order="S" />
                   <bond atomRefs2="a38 a39" order="S" />
                   <bond atomRefs2="a38 a53" order="S" />
                   <bond atomRefs2="a39 a54" order="S" />
                   <bond atomRefs2="a40 a41" order="S" />
                   <bond atomRefs2="a40 a47" order="S" />
                   <bond atomRefs2="a41 a48" order="S" />
                   <bond atomRefs2="a42 a43" order="S" />
                   <bond atomRefs2="a42 a64" order="S" />
                   <bond atomRefs2="a43 a63" order="S" />
                </bondArray>
                <formula concise="C 36 H 24 Fe 1 N 6">
                   <atomArray count="36 24 1 6" elementType="C H Fe N" />
                </formula>
                <property dictRef="cml:molmass">
                   <scalar units="unit:dalton">572.2703999999998</scalar>
                </property>
             </molecule>
             <scalar dataType="xsd:integer" dictRef="o:charge">2</scalar>
             <scalar dataType="xsd:integer" dictRef="cc:multiplicity">5</scalar>
             <array dataType="xsd:string" dictRef="cc:keywords" size="6">OPBE opt def2-SV(P) def2-SVP/C TightSCF UNO</array>
             <module cmlx:templateRef="block">
                <scalar dataType="xsd:string" dictRef="o:type">output</scalar>
                <scalar dataType="xsd:string" dictRef="o:parameters" />
                <scalar dataType="xsd:string" dictRef="o:parameter">Print[ P_UNO_OccNum ] = 1</scalar>
             </module>
          </module>
       </module>
    </comment>






Output text



<comment class="example.output" id="input3">
        <module cmlx:templateRef="input">
           <module cmlx:templateRef="job">
              <array dataType="xsd:string" dictRef="cc:keywords" size="4">HF def2-SVP TightSCF Opt</array>
              <module cmlx:templateRef="block">
                 <scalar dataType="xsd:string" dictRef="o:type">PAL</scalar>
                 <scalar dataType="xsd:string" dictRef="o:parameters">NPROCS 1 END</scalar>
              </module>
              <module cmlx:templateRef="block">
                 <scalar dataType="xsd:string" dictRef="o:type">geom</scalar>
                 <scalar dataType="xsd:string" dictRef="o:parameters">Constraints</scalar>
                 <scalar dataType="xsd:string" dictRef="o:parameter">{ A 1 0 2 90.0 C}</scalar>
              </module>
              <module cmlx:templateRef="basis">
                 <array dataType="xsd:string" dictRef="o:basisparameter" size="3">%basis basis SV</array>
                 <array dataType="xsd:string" dictRef="o:basisparameter" size="4">newGTO O "6-31G" end</array>
                 <array dataType="xsd:string" dictRef="o:basisparameter" size="1">end</array>
              </module>
              <scalar dataType="xsd:integer" dictRef="o:charge">0</scalar>
              <scalar dataType="xsd:integer" dictRef="cc:multiplicity">1</scalar>
           </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="job" pattern=".*" endPattern=".*[0-9]+>\s*\u0024new_job.*" endPattern2=".*[0-9]+>\s*%(?i)(base).*" endPattern3="~" endOffset="0" repeat="*">    <templateList>      <template id="basis" pattern=".*[0-9]+>\s*%(?i)(basis).*" endPattern=".*[0-9]+>\s*end\s*" endPattern2="~" endOffset="1" repeat="*">        <record repeat="*">.*[0-9]+>{1_30A,o:basisparameter}</record>        <transform process="pullup" xpath=".//cml:array" />        <transform process="delete" xpath=".//cml:list" />
                </template>      <template id="geometry" pattern=".*[0-9]+>\s*\*\s*(?i)(xyz(file)?|int).*" endPattern=".*[0-9]+>\s*\*\s*" endPattern2="~" endOffset="0" repeat="*">        <record>.*[0-9]+>\s*\*\s*(?i)(xyz(file)?|int){I,o:charge}{I,cc:multiplicity}.*</record>        <template pattern="(.*[0-9]+>)?\s*[a-zA-Z].*" endPattern="~">          <templateList>            <template id="atomNoBasis" name="atomNoBasis" repeat="*" pattern="(.*[0-9]+>)?(?!.*(?i)(newgto)).*" endPattern=".*" endPattern2="~" endOffset="0">              <record id="atom">(.*[0-9]+>)?{A,cc:elementType}{F,cc:x3}{F,cc:y3}{F,cc:z3}.*</record>              <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:basis" value="N/A" />
                            </template>            <template id="atomBasis" name="atomBasis" repeat="*" pattern="(.*[0-9]+>)?.*(?i)(newgto).*" endPattern=".*" endPattern2="~" endOffset="0">              <record id="atom">(.*[0-9]+>)?{A,cc:elementType}{F,cc:x3}{F,cc:y3}{F,cc:z3}\s*(?i)(newgto)\s*\"{X,cc:basis}\".*</record>
                            </template>
                        </templateList>
                    </template>        <template pattern="(.*[0-9]+>)?\s*[0-9].*" endPattern="~">          <templateList>            <template id="atomNoBasis" name="atomNoBasis" repeat="*" pattern="(.*[0-9]+>)?(?!.*(?i)(newgto)).*" endPattern=".*" endPattern2="~" endOffset="0">              <record id="atom">(.*[0-9]+>)?{I,cc:elementType}{F,cc:x3}{F,cc:y3}{F,cc:z3}.*</record>              <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:basis" value="N/A" />
                            </template>            <template id="atomBasis" name="atomBasis" repeat="*" pattern="(.*[0-9]+>)?.*(?i)(newgto).*" endPattern=".*" endPattern2="~" endOffset="0">              <record id="atom">(.*[0-9]+>)?{I,cc:elementType}{F,cc:x3}{F,cc:y3}{F,cc:z3}\s*(?i)(newgto)\s*\"{X,cc:basis}\".*</record>
                            </template>
                        </templateList>
                    </template>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:x3']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:y3']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:z3']" />        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:basis']" />        <transform process="createMolecule" id="initial" xpath=".//cml:array" />        <transform process="pullup" xpath=".//cml:molecule" repeat="5" />        <transform process="pullup" xpath=".//cml:scalar[matches(@dictRef, '(o:charge|cc:multiplicity)')]" repeat="3" />
                </template>      <template id="keywords" pattern=".*[0-9]+>\s*!.*" endPattern=".*" endPattern2="~" repeat="*">        <record>.*[0-9]+>\s*!{1_30A,cc:keywords}</record>        <transform process="pullup" xpath=".//cml:array" repeat="2" />
                </template>      <template id="block" pattern=".*[0-9]+>\s*%.*" endPattern=".*[0-9]+>\s*(?i)(end).*" endPattern2=".*[0-9]+>\s*" endPattern3="~" endOffset="1" repeat="*">        <record>.*[0-9]+>\s*%{A,o:type}{X,o:parameters}</record>        <record repeat="*">.*[0-9]+>(?!.*(?i)(end)){X,o:parameter}</record>        <transform process="move" xpath=".//cml:scalar" to="." />        <transform process="delete" xpath=".//cml:list" />
                </template>

            </templateList>    <transform process="delete" xpath=".//cml:module[@cmlx:templateRef='keywords']" />    <transform process="delete" xpath=".//cml:module[@cmlx:templateRef='geometry']" />
        </template>
    </templateList>
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QuantumEspresso


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	header

	parameters

	lattice

	species

	axes

	pseudopotential

	point.group

	environ

	energies

	ldau

	kpoints

	forces

	magnetic

	eigenvalues

	projwfc

	frequencies

	qespresso.input

	qespresso.absorptionspec

	qespresso.bands

	qespresso.pdos

	qespresso.phonon.input

	qespresso.phonon
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header


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	header



	name

	Program version



	pattern

	^\s*Program\s*.*starts\son.*



	endPattern

	.*



	endOffset

	0



	xml:base

	initialization/header.xml







Input



Program PWSCF v.6.1 (svn rev. 13369) starts on 28Sep2017 at 18:37:43






Output text



<comment class="example.output" id="header">
        <module cmlx:templateRef="header">
             <scalar dataType="xsd:string" dictRef="cc:program">QuantumEspresso</scalar>
             <scalar dataType="xsd:string" dictRef="cc:module">PWSCF</scalar>
             <scalar dataType="xsd:string" dictRef="cc:programVersion">6.1</scalar>
             <scalar dataType="xsd:string" dictRef="cc:programSubversion">13369</scalar>
             <scalar dataType="xsd:date" dictRef="cc:rundate">2017-09-28T18:37:43.000+02:00</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template id="header1" pattern="\s*Program.*\(svn.*\)\s*starts\s*on.*" endPattern=".*" endPattern2="~">    <record>\s*Program{A,cc:module}\s*v\.{A,cc:programVersion}\s\(svn\srev\.\s{A,cc:programSubversion}\)\sstarts\son{X,x:date}</record>
        </template>  <template id="header2" pattern="\s*Program.*\s*starts\s*on.*">    <record>\s*Program{A,cc:module}\s*v\.{A,cc:programVersion}\s*starts\son{X,x:date}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="3" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:program" position="0" />
<transform process="setValue" xpath="./cml:scalar[@dictRef='cc:program']" value="QuantumEspresso" />
<transform process="setValue" xpath=".//cml:scalar[@dictRef='x:date']" value="$string(replace(replace(..//cml:scalar[@dictRef='x:date']/text(), 'at  ', 'at 0'), ': ', ':0'))" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='x:date']" format="ddMMMyyyy 'at' HH:mm:ss" />
<transform process="addAttribute" xpath=".//cml:scalar[@dictRef='cc:programVersion']" name="dataType" value="xsd:string" />
<transform process="addAttribute" xpath=".//cml:scalar[@dictRef='x:date']" name="dictRef" value="cc:rundate" />
<transform process="addAttribute" xpath=".//cml:scalar[@dictRef='cc:program']" name="dataType" value="xsd:string" />
<transform process="delete" xpath=".//cml:module" />
<transform process="delete" xpath=".//cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	parameters



	name

	Calculation parameters



	pattern

	^\s*bravais-lattice\sindex.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	initialization/parameters.xml







Input



bravais-lattice index     =           14
lattice parameter (alat)  =      19.3326  a.u.
unit-cell volume          =   17343.5722 (a.u.)^3
number of atoms/cell      =          136
number of atomic types    =            5
number of electrons       =      1264.00
number of Kohn-Sham states=          758
kinetic-energy cutoff     =      40.0000  Ry
charge density cutoff     =     320.0000  Ry
convergence threshold     =      1.0E-09
mixing beta               =       0.1514
number of iterations used =            8  plain     mixing
Exchange-correlation      = PBE ( 1  4  3  4 0 0)






Output text



<comment class="example.output" id="parameters">
        <module cmlx:templateRef="parameters">
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">bravais-lattice index</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">14</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">lattice parameter (alat)</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value" units="nonsi:angstrom">10.230478186</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">unit-cell volume</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value" units="nonsi:angstrom3">9368.011837611999</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">number of atoms/cell</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">134</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">number of atomic types</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">4</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">number of electrons</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">1274.00</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">number of Kohn-Sham states</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">764</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">kinetic-energy cutoff</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value" units="nonsi:electronvolt">544.22792264</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">charge density cutoff</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value" units="nonsi:electronvolt">4353.82338112</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">convergence threshold</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value" units="nonsi:angstrom">5.2918E-10</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">mixing beta</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">0.1400</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">number of iterations used</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">8  plain     mixing</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">Exchange-correlation</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">PBE ( 1  4  3  4 0 0)</scalar>
         </list>
         <list>
            <scalar dataType="xsd:string" dictRef="cc:parameter">nstep</scalar>
            <scalar dataType="xsd:string" dictRef="cc:value">50</scalar>
         </list>
        </module>
    </comment>






Template definition



<record repeat="*">{X,cc:parameter}={X,cc:value}</record>
<transform process="setValue" xpath=".//cml:scalar[text() = 'lattice parameter (alat)']/following-sibling::cml:scalar[@dictRef='cc:value']" value="$string(replace(//cml:scalar[text() = 'lattice parameter (alat)']/following-sibling::cml:scalar[@dictRef='cc:value']/text(),'\s+a.u.',''))" />
<transform process="operateScalar" xpath=".//cml:scalar[text() = 'lattice parameter (alat)']/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=multiply operand=0.52918" />
<transform process="addUnits" xpath=".//cml:scalar[text() = 'lattice parameter (alat)']/following-sibling::cml:scalar[@dictRef='cc:value']" value="nonsi:angstrom" />
<transform process="setValue" xpath=".//cml:scalar[text() = 'unit-cell volume']/following-sibling::cml:scalar[@dictRef='cc:value']" value="$string(replace(//cml:scalar[text() = 'unit-cell volume']/following-sibling::cml:scalar[@dictRef='cc:value']/text(),'\s+\(a.u.\)\^3',''))" />
<transform process="operateScalar" xpath=".//cml:scalar[text() = 'unit-cell volume']/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=multiply operand=0.52918" />
<transform process="addUnits" xpath=".//cml:scalar[text() = 'unit-cell volume']/following-sibling::cml:scalar[@dictRef='cc:value']" value="nonsi:angstrom3" />
<transform process="setValue" xpath=".//cml:scalar[text() = 'kinetic-energy cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']" value="$string(replace(//cml:scalar[text() = 'kinetic-energy cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']/text(),'\s+Ry\s*',''))" />
<transform process="operateScalar" xpath=".//cml:scalar[text() = 'kinetic-energy cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=multiply operand=13.605698066" />
<transform process="addUnits" xpath=".//cml:scalar[text() = 'kinetic-energy cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']" value="nonsi:electronvolt" />
<transform process="setValue" xpath=".//cml:scalar[text() = 'charge density cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']" value="$string(replace(//cml:scalar[text() = 'charge density cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']/text(),'\s+Ry\s*',''))" />
<transform process="operateScalar" xpath=".//cml:scalar[text() = 'charge density cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=multiply operand=13.605698066" />
<transform process="addUnits" xpath=".//cml:scalar[text() = 'charge density cutoff']/following-sibling::cml:scalar[@dictRef='cc:value']" value="nonsi:electronvolt" />
<transform process="operateScalar" xpath=".//cml:scalar[text() = 'convergence threshold']/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=multiply operand=0.52918" />
<transform process="addUnits" xpath=".//cml:scalar[text() = 'convergence threshold']/following-sibling::cml:scalar[@dictRef='cc:value']" value="nonsi:angstrom" />
<transform process="pullup" xpath=".//cml:list[child::cml:scalar]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />








          

      

      

    

  

  
    

    lattice
    

    

   


  

    
      
          
            
  
lattice


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	lattice



	name

	Lattice



	pattern

	^\s*celldm.*



	endPattern

	\s*b\(3\).*



	endOffset

	1



	xml:base

	initialization/lattice.xml







Input



celldm(1)=  19.332654  celldm(2)=   1.000000  celldm(3)=   2.829039
celldm(4)=   0.000000  celldm(5)=   0.000000  celldm(6)=  -0.500000

crystal axes: (cart. coord. in units of alat)
          a(1) = (   1.000000   0.000000   0.000000 )
          a(2) = (  -0.500000   0.866025   0.000000 )
          a(3) = (   0.000000   0.000000   2.829039 )

reciprocal axes: (cart. coord. in units 2 pi/alat)
          b(1) = (  1.000000  0.577350  0.000000 )
          b(2) = (  0.000000  1.154701  0.000000 )
          b(3) = (  0.000000  0.000000  0.353477 )






Output text



<comment class="example.output" id="lattice">
        <module cmlx:templateRef="lattice">
             <array dataType="xsd:string" dictRef="cc:lattice" size="3" units="nonsi:angstrom">10.230478 0.000000 0.000000</array>
             <array dataType="xsd:string" dictRef="cc:lattice" size="3" units="nonsi:angstrom">-5.115239 8.859850 0.000000</array>
             <array dataType="xsd:string" dictRef="cc:lattice" size="3" units="nonsi:angstrom">0.000000 0.000000 28.942422</array>
       </module>
    </comment>






Template definition



<record repeat="*">\s*celldm.*</record>
<record repeat="2" />
<record id="lattice" repeat="3">\s*a\(.*\)\s=\s\({1_3X,cc:lattice}\).*</record>
<transform process="operateArray" xpath=".//cml:array[@dictRef='cc:lattice']" args="operator=multiply operand=$number(//cml:scalar[@dictRef='cc:parameter' and starts-with(text(), 'lattice parameter')]/following-sibling::cml:scalar[@dictRef='cc:value']) format=####0.000000" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:lattice']" value="nonsi:angstrom" />
<transform process="pullup" xpath=".//cml:array[@dictRef='cc:lattice']" repeat="1" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	species



	name

	Atomic species



	pattern

	^\s*atomic\s+species.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	initialization/atomic-species.xml







Input



atomic species   valence    mass     pseudopotential
   Fe1           16.00    55.84500     Fe( 1.00)
   Fe2           16.00    55.84500     Fe( 1.00)
   O              6.00    15.99990     O ( 1.00)
   H              1.00     1.00790     H ( 1.00)






Output text



<comment class="example.output" id="species">
    <module cmlx:templateRef="species">
        <list cmlx:templateRef="species">
            <array dataType="xsd:string" dictRef="qex:specie" size="4">Fe1 Fe2 O H</array>
            <array dataType="xsd:double" dictRef="x:valelectrons" size="4">16.00 16.00 6.00 1.00</array>
            <array dataType="xsd:double" dictRef="cc:mass" size="4">55.84500 55.84500 15.99990 1.00790</array>
            <array dataType="xsd:string" dictRef="cc:elementType" size="4">Fe Fe O H</array>
            <array dataType="xsd:double" dictRef="qex:pseudopot" size="4">1.00 1.00 1.00 1.00</array>
        </list>
        <map id="speciesToAtomTypeMap">
            <link from="Fe1" to="Fe" />
            <link from="Fe2" to="Fe" />
            <link from="O" to="O" />
            <link from="H" to="H" />
        </map>
    </module>
   </comment>






Template definition



<record repeat="1" />
<record id="species" repeat="*">{A,qex:specie}{F,x:valelectrons}{F,cc:mass}{A,cc:elementType}\({F,qex:pseudopot}\).*</record>
<transform process="addMap" xpath="." id="speciesToAtomTypeMap" from=".//cml:scalar[@dictRef='qex:specie']" to=".//cml:scalar[@dictRef='cc:elementType']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:specie']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:valelectrons']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:mass']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:pseudopot']" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	axes



	name

	Cartesian and crystallographic axes



	pattern

	^\s*Cartesian\saxes\s*



	pattern2

	\s*Crystallographic\saxes.*



	endPattern

	.*\)\s*$\s*$\s*(?!.*Crystallographic\saxes).*



	endPattern2

	\s*$\s*number\sof\sk\spoints.*



	endPattern3

	~



	endOffset

	1



	repeat

	*



	xml:base

	initialization/axes.xml







Input



Cartesian axes

  site n.     atom                  positions (alat units)
      1           Fe1 tau(   1) = (  -0.0000018   0.2886776   1.3690373  )
      2           Fe2 tau(   2) = (  -0.0000019   0.0000027   0.1892905  )
      3           Fe1 tau(   3) = (  -0.0000018   0.2886773   0.4040340  )
      4           Fe2 tau(   4) = (   0.2499977   0.1443393   0.2197277  )
      5           Fe1 tau(   5) = (  -0.0000023   0.0000025   0.4684247  )
      6           Fe2 tau(   6) = (   0.2499978   0.1443396   0.6362835  )
      7           Fe1 tau(   7) = (  -0.0000022   0.0000026   0.8655041  )
      8           Fe2 tau(   8) = (  -0.0000021   0.2886773   0.6928190  )
      9           Fe1 tau(   9) = (   0.2499979   0.1443400   0.9220401  )
     10           Fe2 tau(  10) = (  -0.0000021   0.2886770   1.0898995  )
     11           Fe1 tau(  11) = (   0.2499981   0.1443403   1.3385982  )
     12           Fe2 tau(  12) = (  -0.0000022   0.0000029   1.1542902  )
     13           O   tau(  13) = (   0.1520278   0.0030333   0.3232806  )
     14           O   tau(  14) = (  -0.0786412   0.1301483   0.3232812  )
     15           O   tau(  15) = (   0.3049445   0.2903098   0.1120251  )
     16           O   tau(  16) = (   0.3489360   0.2649122   1.4463032  )
     17           O   tau(  17) = (   0.3489384   0.0237671   0.1120255  )
     18           O   tau(  18) = (   0.3049452  -0.0016304   1.4463038  )
     19           O   tau(  19) = (   0.0961098   0.1189420   0.1120259  )
     20           O   tau(  20) = (   0.0961124   0.1697397   1.4463039  )
     21           O   tau(  21) = (   0.1766081   0.2998381   0.3232813  )
     22           O   tau(  22) = (   0.4024472   0.1443408   0.7791625  )
     23           O   tau(  23) = (   0.1737722   0.2763644   0.7791624  )
     24           O   tau(  24) = (   0.0755492   0.4203973   0.5508086  )
     25           O   tau(  25) = (   0.0762952   0.1573881   0.5508086  )
     26           O   tau(  26) = (  -0.1518506   0.2882467   0.5508084  )
     27           O   tau(  27) = (   0.1737739   0.0123143   0.7791624  )
     28           O   tau(  28) = (   0.1520265   0.2856460   1.2350434  )
     29           O   tau(  29) = (  -0.0733915   0.4218548   1.2350450  )
     30           O   tau(  30) = (   0.0762954   0.1312912   1.0075154  )
     31           O   tau(  31) = (  -0.1744515   0.3012950   1.0075162  )
     32           O   tau(  32) = (   0.3481492   0.0004336   1.0075160  )
     33           O   tau(  33) = (  -0.0786407   0.1585332   1.2350439  )
     34           Fe1 tau(  34) = (   0.4999971   0.2886779   1.3690375  )
     35           Fe2 tau(  35) = (   0.4999979   0.0000022   0.1892902  )
     36           Fe1 tau(  36) = (   0.4999977   0.2886772   0.4040336  )
     37           Fe2 tau(  37) = (   0.7499981   0.1443402   0.2197276  )
     38           Fe1 tau(  38) = (   0.4999981   0.0000024   0.4684247  )
     39           Fe2 tau(  39) = (   0.7499976   0.1443401   0.6362836  )
     40           Fe1 tau(  40) = (   0.4999975   0.0000024   0.8655042  )
     41           Fe2 tau(  41) = (   0.4999976   0.2886774   0.6928190  )
     42           Fe1 tau(  42) = (   0.7499973   0.1443401   0.9220405  )
     43           Fe2 tau(  43) = (   0.4999977   0.2886779   1.0898996  )
     44           Fe1 tau(  44) = (   0.7499972   0.1443401   1.3385996  )
     45           Fe2 tau(  45) = (   0.4999975   0.0000022   1.1542901  )
     46           O   tau(  46) = (   0.6520269   0.0030333   0.3232809  )
     47           O   tau(  47) = (   0.4213581   0.1301481   0.3232802  )
     48           O   tau(  48) = (   0.8049474   0.2903112   0.1120258  )
     49           O   tau(  49) = (   0.8489409   0.2649117   1.4463057  )
     50           O   tau(  50) = (   0.8489381   0.0237690   0.1120255  )
     51           O   tau(  51) = (   0.8049430  -0.0016333   1.4463059  )
     52           O   tau(  52) = (   0.5961094   0.1189398   0.1120250  )
     53           O   tau(  53) = (   0.5961075   0.1697417   1.4463057  )
     54           O   tau(  54) = (   0.6766079   0.2998380   0.3232802  )
     55           O   tau(  55) = (   0.9024469   0.1443410   0.7791626  )
     56           O   tau(  56) = (   0.6737719   0.2763645   0.7791626  )
     57           O   tau(  57) = (   0.5755487   0.4203972   0.5508083  )
     58           O   tau(  58) = (   0.5762950   0.1573882   0.5508083  )
     59           O   tau(  59) = (   0.3481493   0.2882463   0.5508085  )
     60           O   tau(  60) = (   0.6737736   0.0123145   0.7791626  )
     61           O   tau(  61) = (   0.6520249   0.2856470   1.2350439  )
     62           O   tau(  62) = (   0.4266083   0.4218540   1.2350435  )
     63           O   tau(  63) = (   0.5762949   0.1312914   1.0075162  )
     64           O   tau(  64) = (   0.3255485   0.3012949   1.0075157  )
     65           O   tau(  65) = (   0.8481491   0.0004337   1.0075160  )
     66           O   tau(  66) = (   0.4213573   0.1585322   1.2350448  )
     67           Fe1 tau(  67) = (  -0.2500023   0.7216897   1.3690372  )
     68           Fe2 tau(  68) = (  -0.2500013   0.4330149   0.1892904  )
     69           Fe1 tau(  69) = (  -0.2500018   0.7216894   0.4040338  )
     70           Fe2 tau(  70) = (  -0.0000018   0.5773520   0.2197281  )
     71           Fe1 tau(  71) = (  -0.2500020   0.4330151   0.4684248  )
     72           Fe2 tau(  72) = (  -0.0000020   0.5773522   0.6362836  )
     73           Fe1 tau(  73) = (  -0.2500023   0.4330149   0.8655042  )
     74           Fe2 tau(  74) = (  -0.2500021   0.7216896   0.6928189  )
     75           Fe1 tau(  75) = (  -0.0000024   0.5773521   0.9220401  )
     76           Fe2 tau(  76) = (  -0.2500023   0.7216896   1.0898993  )
     77           Fe1 tau(  77) = (  -0.0000023   0.5773518   1.3385982  )
     78           Fe2 tau(  78) = (  -0.2500027   0.4330151   1.1542902  )
     79           O   tau(  79) = (  -0.0979717   0.4360461   0.3232807  )
     80           O   tau(  80) = (  -0.3286405   0.5631601   0.3232813  )
     81           O   tau(  81) = (   0.0549466   0.7233212   0.1120262  )
     82           O   tau(  82) = (   0.0989361   0.6979212   1.4463036  )
     83           O   tau(  83) = (   0.0989359   0.4567800   0.1120266  )
     84           O   tau(  84) = (   0.0549472   0.4313835   1.4463029  )
     85           O   tau(  85) = (  -0.1538882   0.5519546   0.1120264  )
     86           O   tau(  86) = (  -0.1538895   0.6027512   1.4463037  )
     87           O   tau(  87) = (  -0.0733916   0.7328495   0.3232804  )
     88           O   tau(  88) = (   0.1524472   0.5773532   0.7791624  )
     89           O   tau(  89) = (  -0.0762278   0.7093768   0.7791625  )
     90           O   tau(  90) = (  -0.1744506   0.8534095   0.5508082  )
     91           O   tau(  91) = (  -0.1737046   0.5904005   0.5508087  )
     92           O   tau(  92) = (  -0.4018504   0.7212588   0.5508084  )
     93           O   tau(  93) = (  -0.0762262   0.4453267   0.7791625  )
     94           O   tau(  94) = (  -0.0979734   0.7186577   1.2350443  )
     95           O   tau(  95) = (  -0.3233910   0.8548664   1.2350443  )
     96           O   tau(  96) = (  -0.1737048   0.5643037   1.0075158  )
     97           O   tau(  97) = (  -0.4244514   0.7343073   1.0075159  )
     98           O   tau(  98) = (   0.0981492   0.4334459   1.0075156  )
     99           O   tau(  99) = (  -0.3286422   0.5915453   1.2350440  )
    100           Fe1 tau( 100) = (   0.2499973   0.7216892   1.3690373  )
    101           Fe2 tau( 101) = (   0.2499975   0.4330145   0.1892903  )
    102           Fe1 tau( 102) = (   0.2499978   0.7216899   0.4040338  )
    103           Fe2 tau( 103) = (   0.4999976   0.5773524   0.2197273  )
    104           Fe1 tau( 104) = (   0.2499979   0.4330143   0.4684247  )
    105           Fe2 tau( 105) = (   0.4999975   0.5773522   0.6362834  )
    106           Fe1 tau( 106) = (   0.2499976   0.4330148   0.8655041  )
    107           Fe2 tau( 107) = (   0.2499977   0.7216898   0.6928190  )
    108           Fe1 tau( 108) = (   0.4999973   0.5773525   0.9220401  )
    109           Fe2 tau( 109) = (   0.2499970   0.7216900   1.0898995  )
    110           Fe1 tau( 110) = (   0.4999968   0.5773525   1.3385984  )
    111           Fe2 tau( 111) = (   0.2499975   0.4330149   1.1542898  )
    112           O   tau( 112) = (   0.4020266   0.4360451   0.3232806  )
    113           O   tau( 113) = (   0.1713574   0.5631610   0.3232801  )
    114           O   tau( 114) = (   0.5549458   0.7233241   0.1120251  )
    115           O   tau( 115) = (   0.5989379   0.6979230   1.4463041  )
    116           O   tau( 116) = (   0.5989404   0.4567811   0.1120245  )
    117           O   tau( 117) = (   0.5549435   0.4313839   1.4463042  )
    118           O   tau( 118) = (   0.3461074   0.5519521   0.1120248  )
    119           O   tau( 119) = (   0.3461088   0.6027495   1.4463033  )
    120           O   tau( 120) = (   0.4266077   0.7328511   0.3232810  )
    121           O   tau( 121) = (   0.6524469   0.5773532   0.7791624  )
    122           O   tau( 122) = (   0.4237720   0.7093769   0.7791624  )
    123           O   tau( 123) = (   0.3255489   0.8534097   0.5508087  )
    124           O   tau( 124) = (   0.3262950   0.5904004   0.5508081  )
    125           O   tau( 125) = (   0.0981494   0.7212589   0.5508086  )
    126           O   tau( 126) = (   0.4237736   0.4453268   0.7791623  )
    127           O   tau( 127) = (   0.4020265   0.7186582   1.2350448  )
    128           O   tau( 128) = (   0.1766083   0.8548646   1.2350436  )
    129           O   tau( 129) = (   0.3262949   0.5643040   1.0075157  )
    130           O   tau( 130) = (   0.0755481   0.7343072   1.0075155  )
    131           O   tau( 131) = (   0.5981491   0.4334463   1.0075155  )
    132           O   tau( 132) = (   0.1713573   0.5915446   1.2350437  )
    133           H   tau( 133) = (   0.3489360   0.2649122   1.5440511  )
    134           H   tau( 134) = (   0.3049445   0.2903098   0.0142772  )

Crystallographic axes

  site n.     atom                  positions (cryst. coord.)
      1           Fe1 tau(   1) = (  0.1666663  0.3333362  0.4839231  )
      2           Fe2 tau(   2) = ( -0.0000003  0.0000031  0.0669098  )
      3           Fe1 tau(   3) = (  0.1666661  0.3333358  0.1428167  )
      4           Fe2 tau(   4) = (  0.3333321  0.1666687  0.0776687  )
      5           Fe1 tau(   5) = ( -0.0000009  0.0000028  0.1655773  )
      6           Fe2 tau(   6) = (  0.3333323  0.1666691  0.2249115  )
      7           Fe1 tau(   7) = ( -0.0000007  0.0000030  0.3059357  )
      8           Fe2 tau(   8) = (  0.1666658  0.3333359  0.2448955  )
      9           Fe1 tau(   9) = (  0.3333326  0.1666695  0.3259199  )
     10           Fe2 tau(  10) = (  0.1666657  0.3333354  0.3852543  )
     11           Fe1 tau(  11) = (  0.3333330  0.1666698  0.4731636  )
     12           Fe2 tau(  12) = ( -0.0000006  0.0000033  0.4080149  )
     13           O   tau(  13) = (  0.1537790  0.0035025  0.1142722  )
     14           O   tau(  14) = ( -0.0035001  0.1502823  0.1142724  )
     15           O   tau(  15) = (  0.4725549  0.3352208  0.0395983  )
     16           O   tau(  16) = (  0.5018831  0.3058943  0.5112348  )
     17           O   tau(  17) = (  0.3626603  0.0274439  0.0395984  )
     18           O   tau(  18) = (  0.3040039 -0.0018826  0.5112350  )
     19           O   tau(  19) = (  0.1647810  0.1373424  0.0395986  )
     20           O   tau(  20) = (  0.1941116  0.1959985  0.5112351  )
     21           O   tau(  21) = (  0.3497197  0.3462232  0.1142725  )
     22           O   tau(  22) = (  0.4857824  0.1666704  0.2754160  )
     23           O   tau(  23) = (  0.3333313  0.3191181  0.2754159  )
     24           O   tau(  24) = (  0.3182657  0.4854329  0.1946981  )
     25           O   tau(  25) = (  0.1671633  0.1817361  0.1946981  )
     26           O   tau(  26) = (  0.0145687  0.3328386  0.1946981  )
     27           O   tau(  27) = (  0.1808836  0.0142194  0.2754159  )
     28           O   tau(  28) = (  0.3169442  0.3298355  0.4365593  )
     29           O   tau(  29) = (  0.1701665  0.4871159  0.4365599  )
     30           O   tau(  30) = (  0.1520964  0.1516020  0.3561335  )
     31           O   tau(  31) = ( -0.0004988  0.3479055  0.3561337  )
     32           O   tau(  32) = (  0.3483995  0.0005007  0.3561336  )
     33           O   tau(  33) = (  0.0128885  0.1830584  0.4365595  )
     34           Fe1 tau(  34) = (  0.6666654  0.3333366  0.4839232  )
     35           Fe2 tau(  35) = (  0.4999992  0.0000025  0.0669097  )
     36           Fe1 tau(  36) = (  0.6666655  0.3333358  0.1428166  )
     37           Fe2 tau(  37) = (  0.8333330  0.1666697  0.0776686  )
     38           Fe1 tau(  38) = (  0.4999995  0.0000028  0.1655773  )
     39           Fe2 tau(  39) = (  0.8333324  0.1666696  0.2249116  )
     40           Fe1 tau(  40) = (  0.4999990  0.0000028  0.3059358  )
     41           Fe2 tau(  41) = (  0.6666655  0.3333359  0.2448955  )
     42           Fe1 tau(  42) = (  0.8333321  0.1666695  0.3259200  )
     43           Fe2 tau(  43) = (  0.6666660  0.3333366  0.3852544  )
     44           Fe1 tau(  44) = (  0.8333320  0.1666696  0.4731641  )
     45           Fe2 tau(  45) = (  0.4999988  0.0000026  0.4080149  )
     46           O   tau(  46) = (  0.6537782  0.0035026  0.1142724  )
     47           O   tau(  47) = (  0.4964991  0.1502821  0.1142721  )
     48           O   tau(  48) = (  0.9725587  0.3352225  0.0395985  )
     49           O   tau(  49) = (  1.0018878  0.3058937  0.5112357  )
     50           O   tau(  50) = (  0.8626612  0.0274461  0.0395984  )
     51           O   tau(  51) = (  0.8040000 -0.0018860  0.5112358  )
     52           O   tau(  52) = (  0.6647793  0.1373398  0.0395982  )
     53           O   tau(  53) = (  0.6941079  0.1960008  0.5112357  )
     54           O   tau(  54) = (  0.8497194  0.3462231  0.1142721  )
     55           O   tau(  55) = (  0.9857822  0.1666706  0.2754160  )
     56           O   tau(  56) = (  0.8333310  0.3191182  0.2754160  )
     57           O   tau(  57) = (  0.8182652  0.4854329  0.1946980  )
     58           O   tau(  58) = (  0.6671632  0.1817363  0.1946980  )
     59           O   tau(  59) = (  0.5145684  0.3328382  0.1946981  )
     60           O   tau(  60) = (  0.6808833  0.0142195  0.2754160  )
     61           O   tau(  61) = (  0.8169432  0.3298367  0.4365595  )
     62           O   tau(  62) = (  0.6701659  0.4871151  0.4365594  )
     63           O   tau(  63) = (  0.6520961  0.1516023  0.3561337  )
     64           O   tau(  64) = (  0.4995012  0.3479054  0.3561335  )
     65           O   tau(  65) = (  0.8483995  0.0005008  0.3561337  )
     66           O   tau(  66) = (  0.5128859  0.1830572  0.4365598  )
     67           Fe1 tau(  67) = (  0.1666654  0.8333355  0.4839231  )
     68           Fe2 tau(  68) = ( -0.0000001  0.5000025  0.0669098  )
     69           Fe1 tau(  69) = (  0.1666658  0.8333351  0.1428166  )
     70           Fe2 tau(  70) = (  0.3333326  0.6666687  0.0776688  )
     71           Fe1 tau(  71) = ( -0.0000006  0.5000028  0.1655774  )
     72           Fe2 tau(  72) = (  0.3333324  0.6666689  0.2249116  )
     73           Fe1 tau(  73) = ( -0.0000010  0.5000025  0.3059358  )
     74           Fe2 tau(  74) = (  0.1666656  0.8333354  0.2448955  )
     75           Fe1 tau(  75) = (  0.3333320  0.6666688  0.3259199  )
     76           Fe2 tau(  76) = (  0.1666654  0.8333354  0.3852543  )
     77           Fe1 tau(  77) = (  0.3333319  0.6666684  0.4731636  )
     78           Fe2 tau(  78) = ( -0.0000013  0.5000027  0.4080150  )
     79           O   tau(  79) = (  0.1537796  0.5035026  0.1142723  )
     80           O   tau(  80) = ( -0.0034999  0.6502813  0.1142725  )
     81           O   tau(  81) = (  0.4725563  0.8352194  0.0395987  )
     82           O   tau(  82) = (  0.5018810  0.8058900  0.5112349  )
     83           O   tau(  83) = (  0.3626580  0.5274441  0.0395988  )
     84           O   tau(  84) = (  0.3040066  0.4981188  0.5112347  )
     85           O   tau(  85) = (  0.1647830  0.6373423  0.0395988  )
     86           O   tau(  86) = (  0.1941091  0.6959971  0.5112350  )
     87           O   tau(  87) = (  0.3497192  0.8462217  0.1142722  )
     88           O   tau(  88) = (  0.4857822  0.6666701  0.2754159  )
     89           O   tau(  89) = (  0.3333311  0.8191177  0.2754160  )
     90           O   tau(  90) = (  0.3182656  0.9854325  0.1946980  )
     91           O   tau(  91) = (  0.1671634  0.6817358  0.1946982  )
     92           O   tau(  92) = (  0.0145685  0.8328380  0.1946981  )
     93           O   tau(  93) = (  0.1808833  0.5142190  0.2754160  )
     94           O   tau(  94) = (  0.3169438  0.8298345  0.4365597  )
     95           O   tau(  95) = (  0.1701664  0.9871147  0.4365597  )
     96           O   tau(  96) = (  0.1520961  0.6516018  0.3561336  )
     97           O   tau(  97) = ( -0.0004989  0.8479050  0.3561336  )
     98           O   tau(  98) = (  0.3483993  0.5005002  0.3561335  )
     99           O   tau(  99) = (  0.0128866  0.6830576  0.4365596  )
    100           Fe1 tau( 100) = (  0.6666647  0.8333349  0.4839231  )
    101           Fe2 tau( 101) = (  0.4999985  0.5000020  0.0669098  )
    102           Fe1 tau( 102) = (  0.6666656  0.8333357  0.1428166  )
    103           Fe2 tau( 103) = (  0.8333322  0.6666691  0.0776685  )
    104           Fe1 tau( 104) = (  0.4999987  0.5000018  0.1655773  )
    105           Fe2 tau( 105) = (  0.8333320  0.6666690  0.2249115  )
    106           Fe1 tau( 106) = (  0.4999989  0.5000025  0.3059357  )
    107           Fe2 tau( 107) = (  0.6666655  0.8333356  0.2448955  )
    108           Fe1 tau( 108) = (  0.8333319  0.6666692  0.3259199  )
    109           Fe2 tau( 109) = (  0.6666649  0.8333359  0.3852543  )
    110           Fe1 tau( 110) = (  0.8333314  0.6666693  0.4731636  )
    111           Fe2 tau( 111) = (  0.4999988  0.5000026  0.4080148  )
    112           O   tau( 112) = (  0.6537774  0.5035016  0.1142722  )
    113           O   tau( 113) = (  0.4964986  0.6502823  0.1142721  )
    114           O   tau( 114) = (  0.9725572  0.8352228  0.0395983  )
    115           O   tau( 115) = (  1.0018840  0.8058921  0.5112351  )
    116           O   tau( 116) = (  0.8626630  0.5274453  0.0395981  )
    117           O   tau( 117) = (  0.8040032  0.4981193  0.5112352  )
    118           O   tau( 118) = (  0.6647771  0.6373394  0.0395982  )
    119           O   tau( 119) = (  0.6941064  0.6959951  0.5112348  )
    120           O   tau( 120) = (  0.8497195  0.8462236  0.1142724  )
    121           O   tau( 121) = (  0.9857820  0.6666701  0.2754159  )
    122           O   tau( 122) = (  0.8333310  0.8191178  0.2754159  )
    123           O   tau( 123) = (  0.8182652  0.9854326  0.1946982  )
    124           O   tau( 124) = (  0.6671628  0.6817356  0.1946980  )
    125           O   tau( 125) = (  0.5145684  0.8328380  0.1946981  )
    126           O   tau( 126) = (  0.6808832  0.5142191  0.2754159  )
    127           O   tau( 127) = (  0.8169440  0.8298350  0.4365598  )
    128           O   tau( 128) = (  0.6701646  0.9871126  0.4365594  )
    129           O   tau( 129) = (  0.6520960  0.6516021  0.3561336  )
    130           O   tau( 130) = (  0.4995006  0.8479049  0.3561335  )
    131           O   tau( 131) = (  0.8483995  0.5005007  0.3561335  )
    132           O   tau( 132) = (  0.5128857  0.6830568  0.4365594  )
    133           H   tau( 133) = (  0.5018831  0.3058943  0.5457864  )
    134           H   tau( 134) = (  0.4725549  0.3352208  0.0050467  )






Input



Cartesian axes

  site n.     atom                  positions (alat units)
      1           C   tau(   1) = (   0.4152591   0.4744890   0.3492812  )
      2           C   tau(   2) = (   0.4159786   0.5719225   0.3492882  )
      3           C   tau(   3) = (   0.4992805   0.4251435   0.3492812  )
      4           C   tau(   4) = (   0.5007265   0.6200106   0.3492742  )
      5           C   tau(   5) = (   0.5840214   0.4732386   0.3492812  )
      6           C   tau(   6) = (   0.5847409   0.5706652   0.3492812  )
      7           H   tau(   7) = (   0.3492742   0.4370468   0.3492812  )
      8           H   tau(   8) = (   0.3505595   0.6103428   0.3492882  )
      9           H   tau(   9) = (   0.4987147   0.3492742   0.3492742  )
     10           H   tau(  10) = (   0.5012853   0.6958730   0.3492812  )
     11           H   tau(  11) = (   0.6494474   0.4348184   0.3492882  )
     12           H   tau(  12) = (   0.6507258   0.6081143   0.3492812  )

  number of k points=     1






Output text



<comment class="example.output" id="axes">
        <module cmlx:templateRef="axes">
            <array dataType="xsd:string" dictRef="qex:specie" size="134">Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 O O O O O O O O O O O O O O O O O O O O O Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 O O O O O O O O O O O O O O O O O O O O O Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 O O O O O O O O O O O O O O O O O O O O O Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 Fe1 Fe2 O O O O O O O O O O O O O O O O O O O O O H H</array>
               <list dictRef="coordinates" units="nonsi:angstrom">
                <atom id="a1" specie="Fe1" x3="-0.000018" xFract="0.1666663" y3="2.953310" yFract="0.3333362" z3="14.005906" zFract="0.4839231" />
                <atom id="a2" specie="Fe2" x3="-0.000019" xFract="-0.0000003" y3="0.000028" yFract="0.0000031" z3="1.936532" zFract="0.0669098" />
                <atom id="a3" specie="Fe1" x3="-0.000018" xFract="0.1666661" y3="2.953307" yFract="0.3333358" z3="4.133461" zFract="0.1428167" />
                <atom id="a4" specie="Fe2" x3="2.557596" xFract="0.3333321" y3="1.476660" yFract="0.1666687" z3="2.247919" zFract="0.0776687" />
                <atom id="a5" specie="Fe1" x3="-0.000024" xFract="-0.0000009" y3="0.000026" yFract="0.0000028" z3="4.792209" zFract="0.1655773" />
                <atom id="a6" specie="Fe2" x3="2.557597" xFract="0.3333323" y3="1.476663" yFract="0.1666691" z3="6.509484" zFract="0.2249115" />
                <atom id="a7" specie="Fe1" x3="-0.000023" xFract="-0.0000007" y3="0.000027" yFract="0.0000030" z3="8.854521" zFract="0.3059357" />
                <atom id="a8" specie="Fe2" x3="-0.000021" xFract="0.1666658" y3="2.953307" yFract="0.3333359" z3="7.087870" zFract="0.2448955" />
                <atom id="a9" specie="Fe1" x3="2.557598" xFract="0.3333326" y3="1.476667" yFract="0.1666695" z3="9.432911" zFract="0.3259199" />
                <atom id="a10" specie="Fe2" x3="-0.000021" xFract="0.1666657" y3="2.953304" yFract="0.3333354" z3="11.150193" zFract="0.3852543" />
                <atom id="a11" specie="Fe1" x3="2.557600" xFract="0.3333330" y3="1.476670" yFract="0.1666698" z3="13.694500" zFract="0.4731636" />
                <atom id="a12" specie="Fe2" x3="-0.000023" xFract="-0.0000006" y3="0.000030" yFract="0.0000033" z3="11.808941" zFract="0.4080149" />
                <atom id="a13" specie="O" x3="1.555317" xFract="0.1537790" y3="0.031032" yFract="0.0035025" z3="3.307315" zFract="0.1142722" />
                <atom id="a14" specie="O" x3="-0.804537" xFract="-0.0035001" y3="1.331479" yFract="0.1502823" z3="3.307321" zFract="0.1142724" />
                <atom id="a15" specie="O" x3="3.119728" xFract="0.4725549" y3="2.970008" yFract="0.3352208" z3="1.146070" zFract="0.0395983" />
                <atom id="a16" specie="O" x3="3.569782" xFract="0.5018831" y3="2.710178" yFract="0.3058943" z3="14.796373" zFract="0.5112348" />
                <atom id="a17" specie="O" x3="3.569807" xFract="0.3626603" y3="0.243149" yFract="0.0274439" z3="1.146074" zFract="0.0395984" />
                <atom id="a18" specie="O" x3="3.119735" xFract="0.3040039" y3="-0.016680" yFract="-0.0018826" z3="14.796379" zFract="0.5112350" />
                <atom id="a19" specie="O" x3="0.983249" xFract="0.1647810" y3="1.216834" yFract="0.1373424" z3="1.146079" zFract="0.0395986" />
                <atom id="a20" specie="O" x3="0.983276" xFract="0.1941116" y3="1.736518" yFract="0.1959985" z3="14.796380" zFract="0.5112351" />
                <atom id="a21" specie="O" x3="1.806785" xFract="0.3497197" y3="3.067487" yFract="0.3462232" z3="3.307322" zFract="0.1142725" />
                <atom id="a22" specie="O" x3="4.117227" xFract="0.4857824" y3="1.476675" yFract="0.1666704" z3="7.971205" zFract="0.2754160" />
                <atom id="a23" specie="O" x3="1.777773" xFract="0.3333313" y3="2.827340" yFract="0.3191181" z3="7.971204" zFract="0.2754159" />
                <atom id="a24" specie="O" x3="0.772904" xFract="0.3182657" y3="4.300865" yFract="0.4854329" z3="5.635035" zFract="0.1946981" />
                <atom id="a25" specie="O" x3="0.780536" xFract="0.1671633" y3="1.610156" yFract="0.1817361" z3="5.635035" zFract="0.1946981" />
                <atom id="a26" specie="O" x3="-1.553504" xFract="0.0145687" y3="2.948902" yFract="0.3328386" z3="5.635033" zFract="0.1946981" />
                <atom id="a27" specie="O" x3="1.777790" xFract="0.1808836" y3="0.125981" yFract="0.0142194" z3="7.971204" zFract="0.2754159" />
                <atom id="a28" specie="O" x3="1.555304" xFract="0.3169442" y3="2.922295" yFract="0.3298355" z3="12.635085" zFract="0.4365593" />
                <atom id="a29" specie="O" x3="-0.750830" xFract="0.1701665" y3="4.315776" yFract="0.4871159" z3="12.635101" zFract="0.4365599" />
                <atom id="a30" specie="O" x3="0.780538" xFract="0.1520964" y3="1.343172" yFract="0.1516020" z3="10.307364" zFract="0.3561335" />
                <atom id="a31" specie="O" x3="-1.784722" xFract="-0.0004988" y3="3.082392" yFract="0.3479055" z3="10.307373" zFract="0.3561337" />
                <atom id="a32" specie="O" x3="3.561733" xFract="0.3483995" y3="0.004436" yFract="0.0005007" z3="10.307370" zFract="0.3561336" />
                <atom id="a33" specie="O" x3="-0.804532" xFract="0.0128885" y3="1.621870" yFract="0.1830584" z3="12.635090" zFract="0.4365595" />
                <atom id="a34" specie="Fe1" x3="5.115209" xFract="0.6666654" y3="2.953313" yFract="0.3333366" z3="14.005908" zFract="0.4839232" />
                <atom id="a35" specie="Fe2" x3="5.115218" xFract="0.4999992" y3="0.000023" yFract="0.0000025" z3="1.936529" zFract="0.0669097" />
                <atom id="a36" specie="Fe1" x3="5.115216" xFract="0.6666655" y3="2.953306" yFract="0.3333358" z3="4.133457" zFract="0.1428166" />
                <atom id="a37" specie="Fe2" x3="7.672839" xFract="0.8333330" y3="1.476669" yFract="0.1666697" z3="2.247918" zFract="0.0776686" />
                <atom id="a38" specie="Fe1" x3="5.115220" xFract="0.4999995" y3="0.000025" yFract="0.0000028" z3="4.792209" zFract="0.1655773" />
                <atom id="a39" specie="Fe2" x3="7.672834" xFract="0.8333324" y3="1.476668" yFract="0.1666696" z3="6.509485" zFract="0.2249116" />
                <atom id="a40" specie="Fe1" x3="5.115214" xFract="0.4999990" y3="0.000025" yFract="0.0000028" z3="8.854522" zFract="0.3059358" />
                <atom id="a41" specie="Fe2" x3="5.115215" xFract="0.6666655" y3="2.953308" yFract="0.3333359" z3="7.087870" zFract="0.2448955" />
                <atom id="a42" specie="Fe1" x3="7.672831" xFract="0.8333321" y3="1.476668" yFract="0.1666695" z3="9.432915" zFract="0.3259200" />
                <atom id="a43" specie="Fe2" x3="5.115216" xFract="0.6666660" y3="2.953313" yFract="0.3333366" z3="11.150194" zFract="0.3852544" />
                <atom id="a44" specie="Fe1" x3="7.672830" xFract="0.8333320" y3="1.476668" yFract="0.1666696" z3="13.694514" zFract="0.4731641" />
                <atom id="a45" specie="Fe2" x3="5.115214" xFract="0.4999988" y3="0.000023" yFract="0.0000026" z3="11.808940" zFract="0.4080149" />
                <atom id="a46" specie="O" x3="6.670547" xFract="0.6537782" y3="0.031032" yFract="0.0035026" z3="3.307318" zFract="0.1142724" />
                <atom id="a47" specie="O" x3="4.310695" xFract="0.4964991" y3="1.331477" yFract="0.1502821" z3="3.307311" zFract="0.1142721" />
                <atom id="a48" specie="O" x3="8.234997" xFract="0.9725587" y3="2.970022" yFract="0.3352225" z3="1.146078" zFract="0.0395985" />
                <atom id="a49" specie="O" x3="8.685071" xFract="1.0018878" y3="2.710173" yFract="0.3058937" z3="14.796399" zFract="0.5112357" />
                <atom id="a50" specie="O" x3="8.685043" xFract="0.8626612" y3="0.243168" yFract="0.0274461" z3="1.146074" zFract="0.0395984" />
                <atom id="a51" specie="O" x3="8.234952" xFract="0.8040000" y3="-0.016709" yFract="-0.0018860" z3="14.796401" zFract="0.5112358" />
                <atom id="a52" specie="O" x3="6.098484" xFract="0.6647793" y3="1.216811" yFract="0.1373398" z3="1.146069" zFract="0.0395982" />
                <atom id="a53" specie="O" x3="6.098465" xFract="0.6941079" y3="1.736539" yFract="0.1960008" z3="14.796399" zFract="0.5112357" />
                <atom id="a54" specie="O" x3="6.922022" xFract="0.8497194" y3="3.067486" yFract="0.3462231" z3="3.307311" zFract="0.1142721" />
                <atom id="a55" specie="O" x3="9.232463" xFract="0.9857822" y3="1.476677" yFract="0.1666706" z3="7.971206" zFract="0.2754160" />
                <atom id="a56" specie="O" x3="6.893009" xFract="0.8333310" y3="2.827341" yFract="0.3191182" z3="7.971206" zFract="0.2754160" />
                <atom id="a57" specie="O" x3="5.888138" xFract="0.8182652" y3="4.300864" yFract="0.4854329" z3="5.635032" zFract="0.1946980" />
                <atom id="a58" specie="O" x3="5.895773" xFract="0.6671632" y3="1.610157" yFract="0.1817363" z3="5.635032" zFract="0.1946980" />
                <atom id="a59" specie="O" x3="3.561734" xFract="0.5145684" y3="2.948897" yFract="0.3328382" z3="5.635034" zFract="0.1946981" />
                <atom id="a60" specie="O" x3="6.893026" xFract="0.6808833" y3="0.125983" yFract="0.0142195" z3="7.971206" zFract="0.2754160" />
                <atom id="a61" specie="O" x3="6.670527" xFract="0.8169432" y3="2.922305" yFract="0.3298367" z3="12.635090" zFract="0.4365595" />
                <atom id="a62" specie="O" x3="4.364407" xFract="0.6701659" y3="4.315768" yFract="0.4871151" z3="12.635086" zFract="0.4365594" />
                <atom id="a63" specie="O" x3="5.895772" xFract="0.6520961" y3="1.343174" yFract="0.1516023" z3="10.307373" zFract="0.3561337" />
                <atom id="a64" specie="O" x3="3.330517" xFract="0.4995012" y3="3.082391" yFract="0.3479054" z3="10.307367" zFract="0.3561335" />
                <atom id="a65" specie="O" x3="8.676971" xFract="0.8483995" y3="0.004437" yFract="0.0005008" z3="10.307370" zFract="0.3561337" />
                <atom id="a66" specie="O" x3="4.310687" xFract="0.5128859" y3="1.621860" yFract="0.1830572" z3="12.635099" zFract="0.4365598" />
                <atom id="a67" specie="Fe1" x3="-2.557643" xFract="0.1666654" y3="7.383231" yFract="0.8333355" z3="14.005905" zFract="0.4839231" />
                <atom id="a68" specie="Fe2" x3="-2.557633" xFract="-0.0000001" y3="4.429949" yFract="0.5000025" z3="1.936531" zFract="0.0669098" />
                <atom id="a69" specie="Fe1" x3="-2.557638" xFract="0.1666658" y3="7.383228" yFract="0.8333351" z3="4.133459" zFract="0.1428166" />
                <atom id="a70" specie="Fe2" x3="-0.000018" xFract="0.3333326" y3="5.906587" yFract="0.6666687" z3="2.247924" zFract="0.0776688" />
                <atom id="a71" specie="Fe1" x3="-2.557640" xFract="-0.0000006" y3="4.429952" yFract="0.5000028" z3="4.792210" zFract="0.1655774" />
                <atom id="a72" specie="Fe2" x3="-0.000020" xFract="0.3333324" y3="5.906589" yFract="0.6666689" z3="6.509485" zFract="0.2249116" />
                <atom id="a73" specie="Fe1" x3="-2.557643" xFract="-0.0000010" y3="4.429949" yFract="0.5000025" z3="8.854522" zFract="0.3059358" />
                <atom id="a74" specie="Fe2" x3="-2.557641" xFract="0.1666656" y3="7.383230" yFract="0.8333354" z3="7.087869" zFract="0.2448955" />
                <atom id="a75" specie="Fe1" x3="-0.000025" xFract="0.3333320" y3="5.906588" yFract="0.6666688" z3="9.432911" zFract="0.3259199" />
                <atom id="a76" specie="Fe2" x3="-2.557643" xFract="0.1666654" y3="7.383230" yFract="0.8333354" z3="11.150191" zFract="0.3852543" />
                <atom id="a77" specie="Fe1" x3="-0.000024" xFract="0.3333319" y3="5.906585" yFract="0.6666684" z3="13.694500" zFract="0.4731636" />
                <atom id="a78" specie="Fe2" x3="-2.557647" xFract="-0.0000013" y3="4.429952" yFract="0.5000027" z3="11.808941" zFract="0.4080150" />
                <atom id="a79" specie="O" x3="-1.002297" xFract="0.1537796" y3="4.460960" yFract="0.5035026" z3="3.307316" zFract="0.1142723" />
                <atom id="a80" specie="O" x3="-3.362149" xFract="-0.0034999" y3="5.761397" yFract="0.6502813" z3="3.307322" zFract="0.1142725" />
                <atom id="a81" specie="O" x3="0.562130" xFract="0.4725563" y3="7.399922" yFract="0.8352194" z3="1.146082" zFract="0.0395987" />
                <atom id="a82" specie="O" x3="1.012164" xFract="0.5018810" y3="7.140068" yFract="0.8058900" z3="14.796377" zFract="0.5112349" />
                <atom id="a83" specie="O" x3="1.012162" xFract="0.3626580" y3="4.673078" yFract="0.5274441" z3="1.146086" zFract="0.0395988" />
                <atom id="a84" specie="O" x3="0.562136" xFract="0.3040066" y3="4.413259" yFract="0.4981188" z3="14.796370" zFract="0.5112347" />
                <atom id="a85" specie="O" x3="-1.574350" xFract="0.1647830" y3="5.646759" yFract="0.6373423" z3="1.146084" zFract="0.0395988" />
                <atom id="a86" specie="O" x3="-1.574363" xFract="0.1941091" y3="6.166433" yFract="0.6959971" z3="14.796378" zFract="0.5112350" />
                <atom id="a87" specie="O" x3="-0.750831" xFract="0.3497192" y3="7.497401" yFract="0.8462217" z3="3.307313" zFract="0.1142722" />
                <atom id="a88" specie="O" x3="1.559608" xFract="0.4857822" y3="5.906599" yFract="0.6666701" z3="7.971204" zFract="0.2754159" />
                <atom id="a89" specie="O" x3="-0.779847" xFract="0.3333311" y3="7.257264" yFract="0.8191177" z3="7.971205" zFract="0.2754160" />
                <atom id="a90" specie="O" x3="-1.784713" xFract="0.3182656" y3="8.730787" yFract="0.9854325" z3="5.635031" zFract="0.1946980" />
                <atom id="a91" specie="O" x3="-1.777081" xFract="0.1671634" y3="6.040079" yFract="0.6817358" z3="5.635036" zFract="0.1946982" />
                <atom id="a92" specie="O" x3="-4.111122" xFract="0.0145685" y3="7.378822" yFract="0.8328380" z3="5.635033" zFract="0.1946981" />
                <atom id="a93" specie="O" x3="-0.779830" xFract="0.1808833" y3="4.555905" yFract="0.5142190" z3="7.971205" zFract="0.2754160" />
                <atom id="a94" specie="O" x3="-1.002315" xFract="0.3169438" y3="7.352212" yFract="0.8298345" z3="12.635094" zFract="0.4365597" />
                <atom id="a95" specie="O" x3="-3.308445" xFract="0.1701664" y3="8.745692" yFract="0.9871147" z3="12.635094" zFract="0.4365597" />
                <atom id="a96" specie="O" x3="-1.777083" xFract="0.1520961" y3="5.773097" yFract="0.6516018" z3="10.307368" zFract="0.3561336" />
                <atom id="a97" specie="O" x3="-4.342341" xFract="-0.0004989" y3="7.512315" yFract="0.8479050" z3="10.307369" zFract="0.3561336" />
                <atom id="a98" specie="O" x3="1.004113" xFract="0.3483993" y3="4.434359" yFract="0.5005002" z3="10.307366" zFract="0.3561335" />
                <atom id="a99" specie="O" x3="-3.362167" xFract="0.0128866" y3="6.051791" yFract="0.6830576" z3="12.635091" zFract="0.4365596" />
                <atom id="a100" specie="Fe1" x3="2.557592" xFract="0.6666647" y3="7.383226" yFract="0.8333349" z3="14.005906" zFract="0.4839231" />
                <atom id="a101" specie="Fe2" x3="2.557594" xFract="0.4999985" y3="4.429945" yFract="0.5000020" z3="1.936530" zFract="0.0669098" />
                <atom id="a102" specie="Fe1" x3="2.557597" xFract="0.6666656" y3="7.383233" yFract="0.8333357" z3="4.133459" zFract="0.1428166" />
                <atom id="a103" specie="Fe2" x3="5.115215" xFract="0.8333322" y3="5.906591" yFract="0.6666691" z3="2.247915" zFract="0.0776685" />
                <atom id="a104" specie="Fe1" x3="2.557598" xFract="0.4999987" y3="4.429943" yFract="0.5000018" z3="4.792209" zFract="0.1655773" />
                <atom id="a105" specie="Fe2" x3="5.115214" xFract="0.8333320" y3="5.906589" yFract="0.6666690" z3="6.509483" zFract="0.2249115" />
                <atom id="a106" specie="Fe1" x3="2.557595" xFract="0.4999989" y3="4.429948" yFract="0.5000025" z3="8.854521" zFract="0.3059357" />
                <atom id="a107" specie="Fe2" x3="2.557596" xFract="0.6666655" y3="7.383232" yFract="0.8333356" z3="7.087870" zFract="0.2448955" />
                <atom id="a108" specie="Fe1" x3="5.115211" xFract="0.8333319" y3="5.906592" yFract="0.6666692" z3="9.432911" zFract="0.3259199" />
                <atom id="a109" specie="Fe2" x3="2.557589" xFract="0.6666649" y3="7.383234" yFract="0.8333359" z3="11.150193" zFract="0.3852543" />
                <atom id="a110" specie="Fe1" x3="5.115206" xFract="0.8333314" y3="5.906592" yFract="0.6666693" z3="13.694502" zFract="0.4731636" />
                <atom id="a111" specie="Fe2" x3="2.557594" xFract="0.4999988" y3="4.429949" yFract="0.5000026" z3="11.808937" zFract="0.4080148" />
                <atom id="a112" specie="O" x3="4.112924" xFract="0.6537774" y3="4.460950" yFract="0.5035016" z3="3.307315" zFract="0.1142722" />
                <atom id="a113" specie="O" x3="1.753068" xFract="0.4964986" y3="5.761406" yFract="0.6502823" z3="3.307310" zFract="0.1142721" />
                <atom id="a114" specie="O" x3="5.677361" xFract="0.9725572" y3="7.399951" yFract="0.8352228" z3="1.146070" zFract="0.0395983" />
                <atom id="a115" specie="O" x3="6.127421" xFract="1.0018840" y3="7.140086" yFract="0.8058921" z3="14.796383" zFract="0.5112351" />
                <atom id="a116" specie="O" x3="6.127447" xFract="0.8626630" y3="4.673089" yFract="0.5274453" z3="1.146064" zFract="0.0395981" />
                <atom id="a117" specie="O" x3="5.677337" xFract="0.8040032" y3="4.413264" yFract="0.4981193" z3="14.796384" zFract="0.5112352" />
                <atom id="a118" specie="O" x3="3.540844" xFract="0.6647771" y3="5.646734" yFract="0.6373394" z3="1.146067" zFract="0.0395982" />
                <atom id="a119" specie="O" x3="3.540859" xFract="0.6941064" y3="6.166416" yFract="0.6959951" z3="14.796374" zFract="0.5112348" />
                <atom id="a120" specie="O" x3="4.364401" xFract="0.8497195" y3="7.497417" yFract="0.8462236" z3="3.307319" zFract="0.1142724" />
                <atom id="a121" specie="O" x3="6.674844" xFract="0.9857820" y3="5.906599" yFract="0.6666701" z3="7.971204" zFract="0.2754159" />
                <atom id="a122" specie="O" x3="4.335390" xFract="0.8333310" y3="7.257265" yFract="0.8191178" z3="7.971204" zFract="0.2754159" />
                <atom id="a123" specie="O" x3="3.330521" xFract="0.8182652" y3="8.730789" yFract="0.9854326" z3="5.635036" zFract="0.1946982" />
                <atom id="a124" specie="O" x3="3.338154" xFract="0.6671628" y3="6.040078" yFract="0.6817356" z3="5.635030" zFract="0.1946980" />
                <atom id="a125" specie="O" x3="1.004115" xFract="0.5145684" y3="7.378823" yFract="0.8328380" z3="5.635035" zFract="0.1946981" />
                <atom id="a126" specie="O" x3="4.335407" xFract="0.6808832" y3="4.555906" yFract="0.5142191" z3="7.971203" zFract="0.2754159" />
                <atom id="a127" specie="O" x3="4.112923" xFract="0.8169440" y3="7.352217" yFract="0.8298350" z3="12.635099" zFract="0.4365598" />
                <atom id="a128" specie="O" x3="1.806787" xFract="0.6701646" y3="8.745674" yFract="0.9871126" z3="12.635087" zFract="0.4365594" />
                <atom id="a129" specie="O" x3="3.338153" xFract="0.6520960" y3="5.773100" yFract="0.6516021" z3="10.307367" zFract="0.3561336" />
                <atom id="a130" specie="O" x3="0.772893" xFract="0.4995006" y3="7.512314" yFract="0.8479049" z3="10.307365" zFract="0.3561335" />
                <atom id="a131" specie="O" x3="6.119351" xFract="0.8483995" y3="4.434363" yFract="0.5005007" z3="10.307365" zFract="0.3561335" />
                <atom id="a132" specie="O" x3="1.753067" xFract="0.5128857" y3="6.051784" yFract="0.6830568" z3="12.635088" zFract="0.4365594" />
                <atom id="a133" specie="H" x3="3.569782" xFract="0.5018831" y3="2.710178" yFract="0.3058943" z3="15.796381" zFract="0.5457864" />
                <atom id="a134" specie="H" x3="3.119728" xFract="0.4725549" y3="2.970008" yFract="0.3352208" z3="0.146063" zFract="0.0050467" />
            </list>
      </module>
    </comment>






Output text



<comment class="example.output" id="axes">
        <module cmlx:templateRef="axes">
            <array dataType="xsd:string" dictRef="qex:specie" size="12">C C C C C C H H H H H H</array>
            <list dictRef="coordinates" units="nonsi:angstrom">
               <atom id="a1" specie="C" x3="5.944635" y3="6.792539" z3="5.000129" />
               <atom id="a2" specie="C" x3="5.954935" y3="8.187347" z3="5.000229" />
               <atom id="a3" specie="C" x3="7.147442" y3="6.086135" z3="5.000129" />
               <atom id="a4" specie="C" x3="7.168142" y3="8.875751" z3="5.000029" />
               <atom id="a5" specie="C" x3="8.360549" y3="6.774639" z3="5.000129" />
               <atom id="a6" specie="C" x3="8.370849" y3="8.169348" z3="5.000129" />
               <atom id="a7" specie="H" x3="5.000029" y3="6.256536" z3="5.000129" />
               <atom id="a8" specie="H" x3="5.018429" y3="8.737352" z3="5.000229" />
               <atom id="a9" specie="H" x3="7.139342" y3="5.000029" z3="5.000029" />
               <atom id="a10" specie="H" x3="7.176141" y3="9.961758" z3="5.000129" />
               <atom id="a11" specie="H" x3="9.297153" y3="6.224635" z3="5.000229" />
               <atom id="a12" specie="H" x3="9.315454" y3="8.705450" z3="5.000129" />
            </list>
        </module>
    </comment>






Template definition



<template id="cartesian" pattern="\s*Cartesian\saxes\s*" endPattern=".*\)\s*$\s*" endPattern2="~" endOffset="1">  <record id="type">\s*{A,qex:axeType}\s+axes.*</record>  <record repeat="2" />  <record id="atoms" repeat="*">{I,cc:serial}{A,qex:specie}\s*tau.*=\s*\({F,cc:x3}{F,cc:y3}{F,cc:z3}\)</record>  <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:x3']" args="operator=multiply operand=$number(//cml:scalar[@dictRef='cc:parameter' and starts-with(text(), 'lattice parameter')]/following-sibling::cml:scalar[@dictRef='cc:value']) format=####0.000000" />  <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:y3']" args="operator=multiply operand=$number(//cml:scalar[@dictRef='cc:parameter' and starts-with(text(), 'lattice parameter')]/following-sibling::cml:scalar[@dictRef='cc:value']) format=####0.000000" />  <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:z3']" args="operator=multiply operand=$number(//cml:scalar[@dictRef='cc:parameter' and starts-with(text(), 'lattice parameter')]/following-sibling::cml:scalar[@dictRef='cc:value']) format=####0.000000" />  <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list" elementName="cml:atom" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="id" value="$string(concat('a',./preceding-sibling::cml:scalar[@dictRef='cc:serial']))" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="specie" value="$string(./preceding-sibling::cml:scalar[@dictRef='qex:specie'])" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="x3" value="$string(./preceding-sibling::cml:scalar[@dictRef='cc:x3'])" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="y3" value="$string(./preceding-sibling::cml:scalar[@dictRef='cc:y3'])" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="z3" value="$string(./preceding-sibling::cml:scalar[@dictRef='cc:z3'])" />

    </template>
<template id="fractional" pattern="\s*Crystallographic\saxes\s*" endPattern=".*\)\s*$\s*" endPattern2="~" endOffset="1">  <record id="type">\s*{A,qex:axeType}\s+axes.*</record>  <record repeat="2" />  <record id="atoms" repeat="*">{I,cc:serial}{A,qex:specie}\s*tau.*=\s*\({F,cc:xFract}{F,cc:yFract}{F,cc:zFract}\)</record>  <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list" elementName="cml:atom" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="id" value="$string(concat('a',./preceding-sibling::cml:scalar[@dictRef='cc:serial']))" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="specie" value="$string(./preceding-sibling::cml:scalar[@dictRef='qex:specie'])" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="xFract" value="$string(./preceding-sibling::cml:scalar[@dictRef='cc:xFract'])" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="yFract" value="$string(./preceding-sibling::cml:scalar[@dictRef='cc:yFract'])" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="zFract" value="$string(./preceding-sibling::cml:scalar[@dictRef='cc:zFract'])" />
    </template>
<transform process="moveRelative" xpath=".//cml:scalar[@dictRef='cc:serial']" to="(./ancestor::cml:module[@cmlx:templateRef='axes']/cml:module/cml:list/cml:list/cml:scalar[@dictRef='cc:xFract' and not(following-sibling::cml:scalar[@dictRef='cc:serial'])])[position() = 1]/parent::*" />
<transform process="createArray" xpath="." from=".//cml:module[@cmlx:templateRef='cartesian']//cml:scalar[@dictRef='qex:specie']" />
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='cartesian']//cml:array[@dictRef='qex:specie']" repeat="3" />
<transform process="copy" xpath=".//cml:scalar[@dictRef='cc:x3']" to="(./ancestor::cml:module[@cmlx:templateRef='axes']/cml:module/cml:list/cml:list/cml:scalar[@dictRef='cc:xFract' and not(following-sibling::cml:scalar[@dictRef='cc:x3'])])[position() = 1]/parent::*" />
<transform process="copy" xpath=".//cml:scalar[@dictRef='cc:y3']" to="(./ancestor::cml:module[@cmlx:templateRef='axes']/cml:module/cml:list/cml:list/cml:scalar[@dictRef='cc:xFract' and not(following-sibling::cml:scalar[@dictRef='cc:y3'])])[position() = 1]/parent::*" />
<transform process="copy" xpath=".//cml:scalar[@dictRef='cc:z3']" to="(./ancestor::cml:module[@cmlx:templateRef='axes']/cml:module/cml:list/cml:list/cml:scalar[@dictRef='cc:xFract' and not(following-sibling::cml:scalar[@dictRef='cc:z3'])])[position() = 1]/parent::*" />
<transform process="addAttribute" xpath=".//cml:module[@cmlx:templateRef='fractional']//cml:atom" name="x3" value="$string(./following-sibling::cml:scalar[@dictRef='cc:x3'])" />
<transform process="addAttribute" xpath=".//cml:module[@cmlx:templateRef='fractional']//cml:atom" name="y3" value="$string(./following-sibling::cml:scalar[@dictRef='cc:y3'])" />
<transform process="addAttribute" xpath=".//cml:module[@cmlx:templateRef='fractional']//cml:atom" name="z3" value="$string(./following-sibling::cml:scalar[@dictRef='cc:z3'])" />
<transform process="delete" xpath="//cml:module[@cmlx:templateRef='fractional']/preceding-sibling::cml:module[@cmlx:templateRef='cartesian']" />
<transform process="addChild" xpath="." elementName="cml:list" dictRef="coordinates" />
<transform process="move" xpath=".//cml:atom" to="./cml:list[@dictRef='coordinates']" />
<transform process="delete" xpath=".//cml:module" />
<transform process="addUnits" xpath=".//cml:list" value="nonsi:angstrom" />
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pseudopotential


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	pseudopotential



	name

	Pseudopotential section



	pattern

	\s*PseudoPot.*for.*read\sfrom\sfile:.*



	endPattern

	\s*



	endOffset

	0



	repeat

	*



	xml:base

	initialization/pseudopotential.xml







Input



PseudoPot. # 1 for Fe read from file:
/home/hnguyen/espresso_pseudo/Fe.pbe-sp-van_ak.UPF
MD5 check sum: 874d5528bf087cea5d785f7b6a7bf583
Pseudo is Ultrasoft, Zval = 16.0
Generated by new atomic code, or converted to UPF format
Using radial grid of  861 points,  6 beta functions with:
           l(1) =   0
           l(2) =   0
           l(3) =   1
           l(4) =   1
           l(5) =   2
           l(6) =   2
Q(r) pseudized with  8 coefficients,  rinner =    1.500   1.500   1.500
                                                  1.500   1.500






Output text



<comment class="example.output" id="pseudopotential">
        <module cmlx:templateRef="pseudopotential">
            <scalar dataType="xsd:integer" dictRef="cc:serial">1</scalar>
            <scalar dataType="xsd:string" dictRef="cc:elementType">Fe</scalar>
            <scalar dataType="xsd:string" dictRef="qex:pseudofile">Fe.pbe-sp-van_ak.UPF</scalar>
            <scalar dataType="xsd:string" dictRef="qex:md5sum">874d5528bf087cea5d785f7b6a7bf583</scalar>
            <scalar dataType="xsd:string" dictRef="qex:pseudopotential">Ultrasoft</scalar>
            <scalar dataType="xsd:double" dictRef="qex:zval">16.0</scalar>
            <scalar dataType="xsd:integer" dictRef="qex:gridpoints">861</scalar>
            <scalar dataType="xsd:integer" dictRef="qex:betafunctions">6</scalar>
            <list cmlx:templateRef="lvalue">
               <array dataType="xsd:integer" dictRef="cc:serial" size="6">1 2 3 4 5 6</array>
               <array dataType="xsd:integer" dictRef="cc:value" size="6">0 0 1 1 2 2</array>
            </list>
            <scalar dataType="xsd:integer" dictRef="qex:qrcoeffs">8</scalar>
            <array dataType="xsd:double" dictRef="qex:rinner" size="5">1.500 1.500 1.500 1.500 1.500</array>
         </module>
    </comment>






Template definition



<record>\s*PseudoPot\.\s*\#{I, cc:serial}for{A,cc:elementType}read\s*from\s*file:.*</record>
<record>.*/{A,qex:pseudofile}</record>
<record>\s*MD5\scheck\ssum:{X,qex:md5sum}</record>
<record>\s*Pseudo\sis{X,qex:pseudopotential},\s*Zval\s={F,qex:zval}</record>
<record repeat="1" />
<record>\s*Using\sradial\sgrid\sof{I,qex:gridpoints}points,\s*{I,qex:betafunctions}beta\sfunctions\swith:.*</record>
<record id="lvalue" repeat="*" makeArray="true">\s*l\({I,cc:serial}\)\s*={I, cc:value}</record>
<record>\s*Q\(r\)\spseudized\swith{I,qex:qrcoeffs}coefficients,\s*rinner\s={1_5F,qex:rinner}</record>
<record repeat="*">{1_8F,qex:rinner}</record>
<transform process="joinArrays" xpath=".//cml:array[@dictRef='qex:rinner']" />
<transform process="pullup" xpath=".//cml:*[parent::cml:list[not(@cmlx:templateRef='lvalue')]]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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point.group


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	point.group



	name

	Point group



	pattern

	^\s*point\sgroup.*



	endPattern

	.*



	endOffset

	0



	xml:base

	initialization/point.group.xml







Input



point group C_1 (1)






Output text



<comment class="example.output" id="point.group">
        <module cmlx:templateRef="point.group">
            <scalar dataType="xsd:string" dictRef="cc:pointgroup">C_1 (1)</scalar>
        </module>
    </comment>






Template definition



<record>\s*point\sgroup{X,cc:pointgroup}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
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environ


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	environ



	name

	Environ module



	pattern

	\s*Environ\sModule.*



	endPattern

	.*=.*[a-zA-Z0-9]+.*$\s*



	xml:base

	initialization/environ.xml







Input



Environ Module
==============

Please cite
    "O. Andreussi, I. Dabo and N. Marzari, J. Chem. Phys. 136, 064102 (2012);"
in publications or presentations arising from this work.

compensation onset threshold      =               0.1000E+00
switching function adopted        =                     SCCS
density limit for vacuum region   =               0.5000E-02
density limit for bulk solvent    =               0.1000E-03
static permittivity               =                    78.30
epsilon calculation mode          =               electronic
type of numerical differentiator  =            central diff.
number of points in num. diff.    =                        2
required accuracy                 =               0.1000E-10
linear mixing parameter           =                     0.60
surface tension in input (dyn/cm) =                    50.00
surface tension in internal units =               0.6423E-04
delta parameter for surface depth =               0.1000E-04
external pressure in input (GPa)  =                    -0.35
external pressure in inter. units =              -0.2379E-04






Output text



<comment class="example.output" id="environ">
        <module cmlx:templateRef="environ">
           <list cmlx:templateRef="cite">
              <scalar dataType="xsd:string" dictRef="qex:environ.citation">"O. Andreussi, I. Dabo and N. Marzari, J. Chem. Phys. 136, 064102 (2012);"</scalar>
              <scalar dataType="xsd:string" dictRef="qex:environ.citation">in publications or presentations arising from this work.</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">compensation onset threshold</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.1000E+00</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">switching function adopted</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">SCCS</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">density limit for vacuum region</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.5000E-02</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">density limit for bulk solvent</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.1000E-03</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">static permittivity</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value" units="si:k">298.87222246132</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">epsilon calculation mode</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">electronic</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">type of numerical differentiator</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">central diff.</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">number of points in num. diff.</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">2</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">required accuracy</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.1000E-10</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">linear mixing parameter</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.60</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">surface tension in input (dyn/cm)</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">50.00</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">surface tension in internal units</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.6423E-04</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">delta parameter for surface depth</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.1000E-04</scalar>
           </list>
           <list>
              <scalar dataType="xsd:string" dictRef="cc:parameter">external pressure in input</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value" units="nonsi:atm">-3454.231433506</scalar>
           </list>
        </module>
    </comment>






Template definition



<record repeat="4" />
<record repeat="2" id="cite">{X,qex:environ.citation}</record>
<record repeat="1" />
<record repeat="*">{X,cc:parameter}={X,cc:value}</record>
<transform process="pullup" xpath=".//cml:list[child::cml:scalar and not(@cmlx:templateRef='cite')]" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:parameter' and text() = 'static permittivity']/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=add operand=459.67" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:parameter' and text() = 'static permittivity']/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=multiply operand=0.555555556" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:parameter' and text() = 'static permittivity']/following-sibling::cml:scalar[@dictRef='cc:value']" value="si:k" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:parameter' and contains(text(), 'external pressure in input (GPa)')]/following-sibling::cml:scalar[@dictRef='cc:value']" args="operator=multiply operand=9869.23266716" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:parameter' and contains(text(), 'external pressure in input (GPa)')]/following-sibling::cml:scalar[@dictRef='cc:value']" value="nonsi:atm" />
<transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:parameter' and contains(text(), 'external pressure in input (GPa)')]" value="external pressure in input" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
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energies


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	energies



	name

	Energy section



	pattern

	\s*the\sFermi\senergy\sis.*



	pattern2

	\s*!\s*total\senergy.*



	endPattern

	\s*absolute\smagnetization.*



	endPattern2

	\s*charge\sdensity\sinside\sthe\sWigner\-Seitz\scell.*



	endPattern3

	.*$\s*convergence\shas\sbeen\sachieved\sin.*



	endOffset

	1



	repeat

	*



	xml:base

	energies.xml







Input



     the Fermi energy is     1.2269 ev

!    total energy              =  -14856.08746891 Ry
     Harris-Foulkes estimate   =  -14856.08746891 Ry
     estimated scf accuracy    <          9.5E-10 Ry

     The total energy is the sum of the following terms:

     one-electron contribution = -145858.09904553 Ry
     hartree contribution      =   73114.21474057 Ry
     xc contribution           =   -1873.98188981 Ry
     ewald contribution        =   59756.12730301 Ry
     Dispersion Correction     =      -1.71103674 Ry
     Hubbard energy            =       7.44204694 Ry
     smearing contrib. (-TS)   =      -0.07958735 Ry

     total magnetization       =     0.00 Bohr mag/cell
     absolute magnetization    =   198.74 Bohr mag/cell






Output text



<comment class="example.output" id="energies">
        <module cmlx:templateRef="energies">
            <scalar dataType="xsd:double" dictRef="qex:fermiener" units="nonsi:electronvolt">1.2269</scalar>
            <scalar dataType="xsd:double" dictRef="qex:totalener" units="nonsi:electronvolt">-202127,440544</scalar>
            <scalar dataType="xsd:double" dictRef="qex:harrisfoulkes" units="nonsi:electronvolt">-202127,440544</scalar>
            <scalar dataType="xsd:string" dictRef="qex:sscfaccuracy" units="nonsi:electronvolt">0,000000</scalar>
            <scalar dataType="xsd:double" dictRef="qex:oneelec" units="nonsi:electronvolt">-1984501,256094</scalar>
            <scalar dataType="xsd:double" dictRef="qex:hartee" units="nonsi:electronvolt">994769,930093</scalar>
            <scalar dataType="xsd:double" dictRef="qex:xc" units="nonsi:electronvolt">-25496,831774</scalar>
            <scalar dataType="xsd:double" dictRef="qex:ewald" units="nonsi:electronvolt">813023,825678</scalar>
            <scalar dataType="xsd:double" dictRef="qex:dispcorr" units="nonsi:electronvolt">-23,279849</scalar>
            <scalar dataType="xsd:double" dictRef="qex:hubbardener" units="nonsi:electronvolt">101,254244</scalar>
            <scalar dataType="xsd:double" dictRef="qex:totalmag" units="bohrmag.cell-1">0.00</scalar>
            <scalar dataType="xsd:double" dictRef="cc:absolutemag" units="bohrmag.cell-1">198.74</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s+the\sFermi\senergy\sis.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+the\sFermi\senergy\sis{F,qex:fermiener}ev</record>
        </template>  <template pattern="\s*!\s*total\senergy.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s*!\s*total\senergy\s+={F,qex:totalener}Ry</record>
        </template>  <template pattern="\s+Harris-Foulkes\sestimate.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+Harris-Foulkes\sestimate\s+={F,qex:harrisfoulkes}Ry</record>
        </template>  <template pattern="\s+estimated\sscf\saccuracy.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+estimated\sscf\saccuracy.{8}{A,qex:sscfaccuracy}\sRy</record>
        </template>  <template pattern="\s+one-electron\scontribution.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+one-electron\scontribution\s={F,qex:oneelec}Ry</record>
        </template>  <template pattern="\s+hartree\scontribution.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+hartree\scontribution\s+={F,qex:hartee}Ry</record>
        </template>  <template pattern="\s+xc\scontribution.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+xc\scontribution\s+={F,qex:xc}Ry</record>
        </template>  <template pattern="\s+ewald\scontribution.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+ewald\scontribution\s+={F,qex:ewald}Ry</record>
        </template>  <template pattern="\s+Dispersion\sCorrection.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+Dispersion\sCorrection\s+={F,qex:dispcorr}Ry</record>
        </template>  <template pattern="\s+Hubbard\senergy.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+Hubbard\senergy\s+={F,qex:hubbardener}Ry</record>
        </template>  <template pattern="\s+smearing\scontrib.\s\(-TS\).*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+smearing\scontrib.\s\(-TS\)\s+={F,qex:smearing}Ry</record>
        </template>  <template pattern="\s+total\smagnetization.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+total\smagnetization\s+={F,qex:totalmag}Bohr\smag/cell</record>
        </template>  <template pattern="\s+absolute\smagnetization.*" endPattern=".*" endPattern2="~" endOffset="0">    <record repeat="*">\s+absolute\smagnetization\s+={F,cc:absolutemag}Bohr\smag/cell</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='qex:totalener' or                 @dictRef='qex:harrisfoulkes' or                @dictRef='qex:sscfaccuracy' or                 @dictRef='qex:oneelec' or                @dictRef='qex:hartee' or                @dictRef='qex:xc' or                @dictRef='qex:ewald' or                @dictRef='qex:dispcorr' or                @dictRef='qex:hubbardener' or                @dictRef='qex:smearing']" args="operator=multiply operand=13.605698066 format=####0.000000" />
<transform process="addUnits" xpath=".//cml:scalar[ @dictRef='qex:fermiener' or               @dictRef='qex:totalener' or                @dictRef='qex:harrisfoulkes' or               @dictRef='qex:sscfaccuracy' or                @dictRef='qex:oneelec' or               @dictRef='qex:hartee' or               @dictRef='qex:xc' or               @dictRef='qex:ewald' or               @dictRef='qex:dispcorr' or               @dictRef='qex:hubbardener' or               @dictRef='qex:smearing']" value="nonsi:electronvolt" />
<transform process="addUnits" xpath=".//cml:scalar[ @dictRef='qex:totalmag' or               @dictRef='cc:absolutemag']" value="bohrmag.cell-1" />
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ldau


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	ldau



	name

	LDA+U calculation



	pattern

	^\s+Simplified\sLDA\+U\scalculation.*



	endPattern

	\s*



	endOffset

	1



	xml:base

	ldau.xml







Input



Simplified LDA+U calculation (l_max = 2) with parameters (eV):
atomic species    L          U    alpha       J0     beta
   Fe1            2     4.2000   0.0000   0.0000   0.0000
   Fe2            2     4.2000   0.0000   0.0000   0.0000






Output text



<comment class="example.output" id="ldau">
      <module cmlx:templateRef="ldau">
         <list cmlx:templateRef="ldau">
            <array dataType="xsd:string" dictRef="qex:specie" size="2">Fe1 Fe2</array>
            <array dataType="xsd:integer" dictRef="qex:l" size="2">2 2</array>
            <array dataType="xsd:double" dictRef="qex:u" size="2">4.2000 4.2000</array>
            <array dataType="xsd:double" dictRef="qex:alpha" size="2">0.0000 0.0000</array>
            <array dataType="xsd:double" dictRef="qex:j0" size="2">0.0000 0.0000</array>
            <array dataType="xsd:double" dictRef="qex:beta" size="2">0.0000 0.0000</array>
         </list>
      </module>
    </comment>






Template definition



<record repeat="2" />
<record id="ldau" repeat="*" makeArray="true">{A,qex:specie}{I,qex:l}{F,qex:u}{F,qex:alpha}{F,qex:j0}{F,qex:beta}</record>
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
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kpoints


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	kpoints



	name

	kpoints



	pattern

	^\s+number of k points=.*



	endPattern

	\s*$\s{1,4}\S+.*



	endPattern2

	\s*$\s*Dense\s*grid.*



	endPattern3

	~



	endOffset

	0



	xml:base

	kpoints.xml







Input



number of k points=     4  gaussian smearing, width (Ry)=  0.0200
                  cart. coord. in units 2pi/alat
   k(    1) = (   0.0000000   0.0000000   0.0000000), wk =   0.2500000
   k(    2) = (   0.0000000  -0.5773503   0.0000000), wk =   0.2500000
   k(    3) = (   0.5000000  -0.2886751   0.0000000), wk =   0.2500000
   k(    4) = (  -0.5000000  -0.2886751   0.0000000), wk =   0.2500000

                  cryst. coord.
   k(    1) = (   0.0000000   0.0000000   0.0000000), wk =   0.2500000
   k(    2) = (   0.0000000  -0.5000000   0.0000000), wk =   0.2500000
   k(    3) = (   0.5000000  -0.5000000   0.0000000), wk =   0.2500000
   k(    4) = (  -0.5000000   0.0000000   0.0000000), wk =   0.2500000

Dense  grid:  1711295 G-vectors     FFT dimensions: ( 120, 120, 320)






Input



number of k points=     1
                  cart. coord. in units 2pi/alat
   k(    1) = (   0.0000000   0.0000000   0.0000000), wk =   2.0000000

Dense  grid:   345264 G-vectors     FFT dimensions: ( 125, 128,  90)






Output text



<comment class="example.output" id="kpoints">
        <module cmlx:templateRef="kpoints">
            <matrix cols="3" dataType="xsd:double" dictRef="qex:kpointlist.cartesian" rows="4">0.0000000 0.0000000 0.0000000 0.0000000 -0.5773503 0.0000000 0.5000000 -0.2886751 0.0000000 -0.5000000 -0.2886751 0.0000000</matrix>
            <matrix cols="3" dataType="xsd:double" dictRef="qex:kpointlist" rows="4">0.0000000 0.0000000 0.0000000 0.0000000 -0.5000000 0.0000000 0.5000000 -0.5000000 0.0000000 -0.5000000 0.0000000 0.0000000</matrix>
            <array dataType="xsd:double" dictRef="qex:kpointweight" size="4">0.2500000 0.2500000 0.2500000 0.2500000</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="kpoints2">
        <module cmlx:templateRef="kpoints">
            <matrix cols="3" dataType="xsd:double" dictRef="qex:kpointlist.cartesian" rows="1">0.0000000 0.0000000 0.0000000</matrix>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*cart\.\scoord\.\sin\sunits\s2pi\/alat.*" endPattern="\s*" endPattern2="~">    <record />    <record id="kpoints.cartesian" repeat="*">\s*k\({I,cc:serial}\)\s=\s\({3F,x:coords}\),\s*wk\s*={F,qex:kpointweight}</record>
        </template>  <template pattern="\s*cryst\.\scoord.*" endPattern="\s*" endPattern2="~">    <record />    <record id="kpoints.crystal" repeat="*">\s*k\({I,cc:serial}\)\s=\s\({3F,x:coords}\),\s*wk\s*={F,qex:kpointweight}</record>
        </template>
    </templateList>
<transform process="createMatrix" xpath="." from=".//cml:list[@cmlx:templateRef='kpoints.cartesian']/cml:list/cml:array" dictRef="qex:kpointlist.cartesian" />
<transform process="createMatrix" xpath="." from=".//cml:list[@cmlx:templateRef='kpoints.crystal']/cml:list/cml:array" dictRef="qex:kpointlist" />
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='kpoints.cartesian']/cml:list/cml:scalar[@dictRef='qex:kpointweight']" />
<transform process="createArray" xpath="." from=".//cml:list[@cmlx:templateRef='kpoints.crystal']/cml:list/cml:scalar[@dictRef='qex:kpointweight']" />
<transform process="pullup" xpath=".//cml:matrix" repeat="3" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="delete" xpath=".//cml:scalar[@dictRef='qex:kpointweight']" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />
<transform process="delete" xpath=".//cml:array[@dictRef='qex:kpointweight'][position() > 1]" />
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forces


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	forces



	name

	forces



	pattern

	^\s+Total\s(Dispersion\s)?[Ff]orce.*



	endPattern

	\s*



	endOffset

	0



	repeat

	*



	xml:base

	forces.xml







Input



Total force =     0.013129     Total SCF correction =     0.000094






Input



Total Dispersion Force =     0.067387






Output text



<comment class="example.output" id="force">
        <module cmlx:templateRef="forces">
            <scalar dataType="xsd:double" dictRef="cc:force" units="nonsi2:ev.angstrom-1">0.3375602847997187</scalar>
            <scalar dataType="xsd:double" dictRef="qex:scfCorrection" units="nonsi2:ev.angstrom-1">0.002416838050969119</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="force2">
        <module cmlx:templateRef="forces">
            <scalar dataType="xsd:double" dictRef="qex:dispenergy" units="nonsi2:ev.angstrom-1">1.7325900610708087</scalar>
        </module>
    </comment>






Template definition



<template pattern="\s*Total\sforce.*" endPattern="~">  <record>\s*Total\sforce\s={F,cc:force}Total SCF correction ={F,qex:scfCorrection}</record>  <transform process="pullup" xpath=".//cml:scalar" repeat="1" />  <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=25.71104309541616" />  <transform process="addUnits" xpath=".//cml:scalar" value="nonsi2:ev.angstrom-1" />
    </template>
<template pattern="\s*Total\sDispersion\sForce.*" endPattern="~">  <record>\s*Total\sDispersion\sForce\s*={F,qex:dispenergy}</record>  <transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=25.71104309541616" />  <transform process="addUnits" xpath=".//cml:scalar" value="nonsi2:ev.angstrom-1" />
    </template>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	magnetic



	name

	Magnetic moment per site



	pattern

	\s+Magnetic\smoment\sper\ssite:.*



	endPattern

	\s*



	repeat

	*



	xml:base

	magnetic.xml







Input



Magnetic moment per site:
atom:    1    charge:   12.3499    magn:    2.4587    constr:    0.0000
atom:    2    charge:   12.3538    magn:   -2.4176    constr:    0.0000
atom:    3    charge:   12.3424    magn:    3.5943    constr:    0.0000
atom:    4    charge:   12.2145    magn:   -3.4843    constr:    0.0000
atom:    5    charge:   12.2910    magn:    3.5614    constr:    0.0000
atom:    6    charge:   12.3479    magn:   -3.5867    constr:    0.0000
atom:    7    charge:   12.3243    magn:    3.5820    constr:    0.0000
atom:    8    charge:   12.3418    magn:   -3.5882    constr:    0.0000
atom:    9    charge:   12.3492    magn:    3.5872    constr:    0.0000
atom:   10    charge:   12.2927    magn:   -3.5630    constr:    0.0000
atom:   11    charge:   12.2160    magn:    3.4846    constr:    0.0000
atom:   12    charge:   12.3399    magn:   -3.5876    constr:    0.0000
atom:   13    charge:    1.9907    magn:    0.0354    constr:    0.0000
atom:   14    charge:    2.0245    magn:    0.0565    constr:    0.0000
atom:   15    charge:    1.9741    magn:   -0.0098    constr:    0.0000
atom:   16    charge:    1.9740    magn:    0.0098    constr:    0.0000
atom:   17    charge:    2.0016    magn:   -0.0488    constr:    0.0000
atom:   18    charge:    2.0002    magn:    0.0602    constr:    0.0000
atom:   19    charge:    1.9991    magn:   -0.0601    constr:    0.0000
atom:   20    charge:    2.0027    magn:    0.0490    constr:    0.0000
atom:   21    charge:    2.0286    magn:    0.0550    constr:    0.0000
atom:   22    charge:    2.0558    magn:   -0.0007    constr:    0.0000
atom:   23    charge:    2.0558    magn:    0.0007    constr:    0.0000
atom:   24    charge:    2.0532    magn:    0.0047    constr:    0.0000
atom:   25    charge:    2.0530    magn:    0.0031    constr:    0.0000
atom:   26    charge:    2.0525    magn:    0.0015    constr:    0.0000
atom:   27    charge:    2.0563    magn:    0.0000    constr:    0.0000
atom:   28    charge:    2.0089    magn:   -0.0488    constr:    0.0000
atom:   29    charge:    2.0182    magn:   -0.0590    constr:    0.0000
atom:   30    charge:    2.0446    magn:   -0.0053    constr:    0.0000
atom:   31    charge:    2.0537    magn:   -0.0040    constr:    0.0000
atom:   32    charge:    2.0536    magn:   -0.0032    constr:    0.0000
atom:   33    charge:    2.0108    magn:   -0.0470    constr:    0.0000
atom:   34    charge:   12.1612    magn:    2.4351    constr:    0.0000
atom:   35    charge:   12.3511    magn:   -2.4588    constr:    0.0000
atom:   36    charge:   12.3460    magn:    3.5960    constr:    0.0000
atom:   37    charge:   12.2555    magn:   -3.2375    constr:    0.0000
atom:   38    charge:   12.2913    magn:    3.5626    constr:    0.0000
atom:   39    charge:   12.3455    magn:   -3.5862    constr:    0.0000
atom:   40    charge:   12.3406    magn:    3.5879    constr:    0.0000
atom:   41    charge:   12.3324    magn:   -3.5848    constr:    0.0000
atom:   42    charge:   12.3491    magn:    3.5880    constr:    0.0000
atom:   43    charge:   12.2861    magn:   -3.5557    constr:    0.0000
atom:   44    charge:   12.2677    magn:    3.3899    constr:    0.0000
atom:   45    charge:   12.3430    magn:   -3.5945    constr:    0.0000
atom:   46    charge:    2.0192    magn:    0.0590    constr:    0.0000
atom:   47    charge:    2.0099    magn:    0.0488    constr:    0.0000
atom:   48    charge:    1.9834    magn:    0.0166    constr:    0.0000
atom:   49    charge:    1.9825    magn:   -0.0043    constr:    0.0000
atom:   50    charge:    1.9603    magn:    0.0202    constr:    0.0000
atom:   51    charge:    1.9819    magn:    0.0505    constr:    0.0000
atom:   52    charge:    1.9813    magn:    0.0116    constr:    0.0000
atom:   53    charge:    1.9936    magn:    0.0512    constr:    0.0000
atom:   54    charge:    2.0168    magn:    0.0579    constr:    0.0000
atom:   55    charge:    2.0555    magn:    0.0005    constr:    0.0000
atom:   56    charge:    2.0564    magn:    0.0010    constr:    0.0000
atom:   57    charge:    2.0495    magn:    0.0049    constr:    0.0000
atom:   58    charge:    2.0484    magn:    0.0044    constr:    0.0000
atom:   59    charge:    2.0497    magn:    0.0063    constr:    0.0000
atom:   60    charge:    2.0556    magn:    0.0002    constr:    0.0000
atom:   61    charge:    2.0151    magn:   -0.0603    constr:    0.0000
atom:   62    charge:    2.0221    magn:   -0.0591    constr:    0.0000
atom:   63    charge:    2.0538    magn:   -0.0047    constr:    0.0000
atom:   64    charge:    2.0503    magn:   -0.0063    constr:    0.0000
atom:   65    charge:    2.0430    magn:   -0.0055    constr:    0.0000
atom:   66    charge:    2.0276    magn:   -0.0549    constr:    0.0000
atom:   67    charge:   12.3526    magn:    2.4175    constr:    0.0000
atom:   68    charge:   12.3477    magn:   -2.4301    constr:    0.0000
atom:   69    charge:   12.3392    magn:    3.5874    constr:    0.0000
atom:   70    charge:   12.2664    magn:   -3.3897    constr:    0.0000
atom:   71    charge:   12.2917    magn:    3.5610    constr:    0.0000
atom:   72    charge:   12.3477    magn:   -3.5876    constr:    0.0000
atom:   73    charge:   12.3334    magn:    3.5849    constr:    0.0000
atom:   74    charge:   12.3256    magn:   -3.5823    constr:    0.0000
atom:   75    charge:   12.3469    magn:    3.5867    constr:    0.0000
atom:   76    charge:   12.2924    magn:   -3.5618    constr:    0.0000
atom:   77    charge:   12.2569    magn:    3.2378    constr:    0.0000
atom:   78    charge:   12.3416    magn:   -3.5945    constr:    0.0000
atom:   79    charge:    2.0322    magn:    0.0557    constr:    0.0000
atom:   80    charge:    1.9947    magn:    0.0468    constr:    0.0000
atom:   81    charge:    1.9813    magn:    0.0044    constr:    0.0000
atom:   82    charge:    1.9846    magn:   -0.0165    constr:    0.0000
atom:   83    charge:    1.9926    magn:   -0.0510    constr:    0.0000
atom:   84    charge:    1.9825    magn:   -0.0115    constr:    0.0000
atom:   85    charge:    1.9806    magn:   -0.0503    constr:    0.0000
atom:   86    charge:    1.9616    magn:   -0.0201    constr:    0.0000
atom:   87    charge:    2.0117    magn:    0.0470    constr:    0.0000
atom:   88    charge:    2.0564    magn:   -0.0009    constr:    0.0000
atom:   89    charge:    2.0555    magn:   -0.0005    constr:    0.0000
atom:   90    charge:    2.0441    magn:    0.0052    constr:    0.0000
atom:   91    charge:    2.0424    magn:    0.0055    constr:    0.0000
atom:   92    charge:    2.0428    magn:    0.0051    constr:    0.0000
atom:   93    charge:    2.0556    magn:   -0.0002    constr:    0.0000
atom:   94    charge:    2.0235    magn:   -0.0565    constr:    0.0000
atom:   95    charge:    1.9897    magn:   -0.0354    constr:    0.0000
atom:   96    charge:    2.0508    magn:   -0.0037    constr:    0.0000
atom:   97    charge:    2.0433    magn:   -0.0052    constr:    0.0000
atom:   98    charge:    2.0490    magn:   -0.0044    constr:    0.0000
atom:   99    charge:    2.0095    magn:   -0.0551    constr:    0.0000
atom:  100    charge:   12.3465    magn:    2.4299    constr:    0.0000
atom:  101    charge:   12.1623    magn:   -2.4356    constr:    0.0000
atom:  102    charge:   12.3409    magn:    3.5943    constr:    0.0000
atom:  103    charge:   12.2395    magn:   -3.3551    constr:    0.0000
atom:  104    charge:   12.2848    magn:    3.5553    constr:    0.0000
atom:  105    charge:   12.3467    magn:   -3.5876    constr:    0.0000
atom:  106    charge:   12.3312    magn:    3.5845    constr:    0.0000
atom:  107    charge:   12.3346    magn:   -3.5853    constr:    0.0000
atom:  108    charge:   12.3481    magn:    3.5880    constr:    0.0000
atom:  109    charge:   12.2931    magn:   -3.5614    constr:    0.0000
atom:  110    charge:   12.2409    magn:    3.3555    constr:    0.0000
atom:  111    charge:   12.3466    magn:   -3.5962    constr:    0.0000
atom:  112    charge:    2.0231    magn:    0.0591    constr:    0.0000
atom:  113    charge:    2.0162    magn:    0.0603    constr:    0.0000
atom:  114    charge:    1.9828    magn:   -0.0040    constr:    0.0000
atom:  115    charge:    1.9840    magn:    0.0041    constr:    0.0000
atom:  116    charge:    1.9473    magn:   -0.0109    constr:    0.0000
atom:  117    charge:    1.8704    magn:    0.0782    constr:    0.0000
atom:  118    charge:    1.8692    magn:   -0.0779    constr:    0.0000
atom:  119    charge:    1.9487    magn:    0.0110    constr:    0.0000
atom:  120    charge:    2.0105    magn:    0.0552    constr:    0.0000
atom:  121    charge:    2.0559    magn:   -0.0001    constr:    0.0000
atom:  122    charge:    2.0559    magn:    0.0001    constr:    0.0000
atom:  123    charge:    2.0502    magn:    0.0037    constr:    0.0000
atom:  124    charge:    2.0489    magn:    0.0039    constr:    0.0000
atom:  125    charge:    2.0532    magn:    0.0040    constr:    0.0000
atom:  126    charge:    2.0552    magn:    0.0000    constr:    0.0000
atom:  127    charge:    1.9937    magn:   -0.0468    constr:    0.0000
atom:  128    charge:    2.0312    magn:   -0.0556    constr:    0.0000
atom:  129    charge:    2.0500    magn:   -0.0049    constr:    0.0000
atom:  130    charge:    2.0530    magn:   -0.0015    constr:    0.0000
atom:  131    charge:    2.0494    magn:   -0.0040    constr:    0.0000
atom:  132    charge:    2.0158    magn:   -0.0579    constr:    0.0000
atom:  133    charge:    0.3597    magn:    0.0045    constr:    0.0000
atom:  134    charge:    0.3605    magn:   -0.0045    constr:    0.0000






Output text



<comment class="example.output" id="magnetic">
        <module cmlx:templateRef="magnetic">
            <array dataType="xsd:integer" dictRef="cc:serial" size="134">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134</array>
            <array dataType="xsd:double" dictRef="qex:charge" size="134">12.3499 12.3538 12.3424 12.2145 12.2910 12.3479 12.3243 12.3418 12.3492 12.2927 12.2160 12.3399 1.9907 2.0245 1.9741 1.9740 2.0016 2.0002 1.9991 2.0027 2.0286 2.0558 2.0558 2.0532 2.0530 2.0525 2.0563 2.0089 2.0182 2.0446 2.0537 2.0536 2.0108 12.1612 12.3511 12.3460 12.2555 12.2913 12.3455 12.3406 12.3324 12.3491 12.2861 12.2677 12.3430 2.0192 2.0099 1.9834 1.9825 1.9603 1.9819 1.9813 1.9936 2.0168 2.0555 2.0564 2.0495 2.0484 2.0497 2.0556 2.0151 2.0221 2.0538 2.0503 2.0430 2.0276 12.3526 12.3477 12.3392 12.2664 12.2917 12.3477 12.3334 12.3256 12.3469 12.2924 12.2569 12.3416 2.0322 1.9947 1.9813 1.9846 1.9926 1.9825 1.9806 1.9616 2.0117 2.0564 2.0555 2.0441 2.0424 2.0428 2.0556 2.0235 1.9897 2.0508 2.0433 2.0490 2.0095 12.3465 12.1623 12.3409 12.2395 12.2848 12.3467 12.3312 12.3346 12.3481 12.2931 12.2409 12.3466 2.0231 2.0162 1.9828 1.9840 1.9473 1.8704 1.8692 1.9487 2.0105 2.0559 2.0559 2.0502 2.0489 2.0532 2.0552 1.9937 2.0312 2.0500 2.0530 2.0494 2.0158 0.3597 0.3605</array>
            <array dataType="xsd:double" dictRef="qex:magn" size="134">2.4587 -2.4176 3.5943 -3.4843 3.5614 -3.5867 3.5820 -3.5882 3.5872 -3.5630 3.4846 -3.5876 0.0354 0.0565 -0.0098 0.0098 -0.0488 0.0602 -0.0601 0.0490 0.0550 -0.0007 0.0007 0.0047 0.0031 0.0015 0.0000 -0.0488 -0.0590 -0.0053 -0.0040 -0.0032 -0.0470 2.4351 -2.4588 3.5960 -3.2375 3.5626 -3.5862 3.5879 -3.5848 3.5880 -3.5557 3.3899 -3.5945 0.0590 0.0488 0.0166 -0.0043 0.0202 0.0505 0.0116 0.0512 0.0579 0.0005 0.0010 0.0049 0.0044 0.0063 0.0002 -0.0603 -0.0591 -0.0047 -0.0063 -0.0055 -0.0549 2.4175 -2.4301 3.5874 -3.3897 3.5610 -3.5876 3.5849 -3.5823 3.5867 -3.5618 3.2378 -3.5945 0.0557 0.0468 0.0044 -0.0165 -0.0510 -0.0115 -0.0503 -0.0201 0.0470 -0.0009 -0.0005 0.0052 0.0055 0.0051 -0.0002 -0.0565 -0.0354 -0.0037 -0.0052 -0.0044 -0.0551 2.4299 -2.4356 3.5943 -3.3551 3.5553 -3.5876 3.5845 -3.5853 3.5880 -3.5614 3.3555 -3.5962 0.0591 0.0603 -0.0040 0.0041 -0.0109 0.0782 -0.0779 0.0110 0.0552 -0.0001 0.0001 0.0037 0.0039 0.0040 0.0000 -0.0468 -0.0556 -0.0049 -0.0015 -0.0040 -0.0579 0.0045 -0.0045</array>
            <array dataType="xsd:double" dictRef="qex:constr" size="134">0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record repeat="*" makeArray="true">\s+atom:{I,cc:serial}charge:{F,qex:charge}magn:{F,qex:magn}constr:{F,qex:constr}</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath="./cml:list" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	eigenvalues



	name

	Eigenvalues resume



	pattern

	\s*——\s*SPIN\sUP\s*————.*



	endPattern

	\s*$\s*the\sFermi\senergy\sis.*



	endPattern2

	~



	repeat

	*



	keep

	last



	xml:base

	eigenvalues.xml







Input



------ SPIN UP ------------


         k = 0.0000 0.0000 0.0000 ( 36383 PWs)   bands (ev):

  -81.4581 -81.4580 -81.4578 -81.4575 -81.4575 -81.4575 -81.4574 -81.4574
  -81.4574 -81.4573 -81.4573 -81.4573 -81.4565 -81.4565 -81.4565 -81.4563
  -81.4563 -81.4563 -81.4563 -81.4563 -81.4563 -81.4552 -81.4551 -81.4550
  -75.9083 -75.9082 -75.9081 -75.9078 -75.9078 -75.9078 -75.9073 -75.9073
  -75.9073 -75.9072 -75.9072 -75.9072 -75.9061 -75.9061 -75.9061 -75.9060
  -75.9060 -75.9060 -75.9059 -75.9059 -75.9059 -75.9046 -75.9046 -75.9044
  -47.4043 -47.4042 -47.4040 -47.4035 -47.4035 -47.4035 -47.4034 -47.4034
  -47.4034 -47.4033 -47.4033 -47.4033 -47.4025 -47.4025 -47.4025 -47.4024
  -47.4024 -47.4024 -47.4023 -47.4023 -47.4023 -47.4014 -47.4013 -47.4012
  -47.3598 -47.3598 -47.3598 -47.3597 -47.3597 -47.3596 -47.3596 -47.3596
  -47.3596 -47.3588 -47.3588 -47.3587 -47.3587 -47.3587 -47.3587 -47.3535
  -47.3535 -47.3535 -47.3534 -47.3534 -47.3534 -47.3533 -47.3533 -47.3533
  -47.3450 -47.3450 -47.3450 -47.3449 -47.3449 -47.3449 -47.3449 -47.3449
  -47.3449 -47.3406 -47.3406 -47.3405 -47.3405 -47.3405 -47.3405 -47.3392
  -47.3392 -47.3392 -47.3391 -47.3391 -47.3391 -47.3390 -47.3390 -47.3390
  -42.0329 -42.0329 -42.0329 -42.0328 -42.0328 -42.0328 -42.0328 -42.0328
  -42.0328 -42.0327 -42.0327 -42.0327 -42.0326 -42.0326 -42.0326 -42.0324
  -42.0324 -42.0323 -42.0323 -42.0323 -42.0323 -42.0305 -42.0305 -42.0305
  -42.0304 -42.0304 -42.0304 -42.0304 -42.0304 -42.0304 -42.0304 -42.0303
  -42.0303 -42.0300 -42.0300 -42.0300 -42.0282 -42.0279 -42.0278 -42.0222
  -42.0222 -42.0222 -42.0221 -42.0221 -42.0221 -42.0221 -42.0221 -42.0221
  -42.0113 -42.0113 -42.0113 -42.0112 -42.0112 -42.0112 -42.0111 -42.0111
  -42.0111 -42.0055 -42.0055 -42.0054 -42.0054 -42.0053 -42.0053 -42.0038
  -42.0038 -42.0038 -42.0037 -42.0037 -42.0037 -42.0036 -42.0036 -42.0036
   -8.7048  -8.3882  -8.3881  -8.1056  -8.1056  -8.1056  -8.0610  -8.0610
   -8.0610  -8.0609  -8.0609  -8.0608  -7.8670  -7.8670  -7.8670  -7.8669
   -7.8669  -7.8669  -7.6776  -7.6775  -7.6466  -7.6466  -7.6466  -7.5286
   -7.5286  -7.5286  -7.5285  -7.5285  -7.5285  -7.4952  -7.4952  -7.4952
   -7.4675  -7.4675  -7.4675  -7.4201  -7.4201  -7.4200  -7.4200  -7.4200
   -7.4200  -7.3885  -7.3884  -7.3883  -7.3883  -7.3802  -7.3802  -7.3263
   -7.3263  -7.3263  -7.2713  -7.2713  -7.2713  -7.2665  -7.2360  -7.2359
   -7.2359  -7.2359  -7.2359  -7.2358  -7.2310  -7.2309  -7.2176  -7.2175
   -7.2175  -7.2174  -7.1844  -7.1843  -7.1843  -7.1843  -7.1843  -7.1843
    2.0880   2.0880   2.0880   2.2047   2.2611   2.2611   2.2612   2.2612
    2.2612   2.2612   2.3386   2.3387   2.3387   2.3387   2.3387   2.3387
    2.3989   2.3989   2.3989   2.4884   2.4884   2.5823   2.5824   2.5824
    2.5824   2.5824   2.5824   2.6768   2.6768   2.6785   2.6785   2.6785
    2.6785   2.7307   2.7307   2.7351   2.7351   2.7351   2.7551   2.7551
    2.7551   2.8044   2.8044   2.8044   2.8062   2.8062   2.8062   2.8062
    2.8063   2.8063   2.8139   2.8139   2.8139   2.8140   2.8140   2.8140
    2.8174   2.8174   2.8174   2.8174   2.8954   2.8954   2.8954   2.8955
    2.8955   2.8955   2.9047   2.9048   2.9048   3.0640   3.0640   3.0640
    3.0641   3.0963   3.0964   3.1132   3.1132   3.2249   3.3047   3.3048
    3.3048   3.3123   3.3123   3.3123   3.3123   3.3123   3.3123   3.3229
    3.3229   3.3229   3.3966   3.3966   3.3966   3.3966   3.3966   3.3966
    3.4081   3.4081   3.4082   3.4082   3.4400   3.4400   3.4400   3.4721
    3.4721   3.4721   3.4721   3.4722   3.4722   3.5052   3.5052   3.5850
    3.5850   3.5850   3.7106   3.7106   3.7106   3.7106   3.7106   3.7106
    4.7610   4.9053   4.9054   4.9120   4.9120   4.9120   4.9120   4.9121
    4.9121   5.0531   5.0531   5.0531   5.1924   5.1924   5.1924   5.1924
    5.1924   5.1925   5.2203   5.2203   5.2203   5.3145   5.3987   5.3987
    5.3987   5.3988   5.3988   5.3988   5.5461   5.5462   5.6701   5.6702
    5.9234   5.9234   5.9234   5.9235   5.9623   5.9623   5.9623   6.1287
    6.1288   6.1346   6.1346   6.1346   6.1562   6.1562   6.1562   6.1562
    6.1562   6.1562   6.1782   6.3471   6.3471   6.3471   6.3472   6.3472
    6.3472   6.5266   6.5266   6.5266   6.5397   6.5397   6.5397   6.5398
    6.5398   6.5398   6.6322   6.6322   6.6323   6.7107   6.7108   6.7705
    6.7705   6.7705   6.7706   6.7706   6.7706   6.8255   6.8255   6.8256
    6.8256   6.8490   6.8490   6.8491   7.0191   7.0191   7.0191   7.0192
    7.0192   7.0192   7.0490   7.0491   7.0754   7.1124   7.2071   7.2071
    7.2071   7.2352   7.2352   7.2352   7.3038   7.3039   7.3039   7.3039
    7.3039   7.3039   7.3102   7.3102   7.3103   7.3103   7.3497   7.3497
    7.3498   7.3498   7.3498   7.3498   7.3752   7.3752   7.4027   7.4027
    7.4522   7.4522   7.4523   7.5960   7.5961   7.5961   7.7582   7.7582
    7.7583   7.7583   7.7584   7.7584   7.8388   7.8389   7.8389   7.8620
    7.8620   7.9412   7.9413   7.9413   7.9414   7.9452   7.9452   7.9452
    7.9452   7.9453   7.9453   8.0211   8.0211   8.0211   8.0324   8.0324
    8.3284   8.3285   8.3285   8.3505   8.3505   8.3505   8.3505   8.3505
    8.3505   8.6139   8.6139   8.6139   8.6140   8.6140   8.6140   8.6929
    8.6930   8.6930   8.7597   8.7597   8.7598   8.7599   8.7599   8.7599
    8.8830   8.8830   8.8830   8.9314   8.9465   8.9465   8.9466   8.9466
    9.0603   9.0603   9.0603   9.0603   9.0603   9.0603   9.2672   9.2672
    9.2673   9.3378   9.3378   9.3404   9.3404   9.3404   9.3405   9.3405
    9.3405   9.3846   9.3846   9.4285   9.4285   9.4285   9.6327   9.6327
    9.6328   9.6328   9.6419   9.6419   9.6419   9.6420   9.6420   9.6420
   11.8067  11.8067  11.8068  11.8365  11.8365  11.8365  11.8365  11.8365
   11.8366  11.9798  11.9798  11.9799  11.9799  11.9799  11.9799  12.0168
   12.0168  12.0168  12.0549  12.0664  12.0664  12.0665  12.0665  12.0821
   12.0823  12.1275  12.1275  12.1275  12.1275  12.1275  12.1276  12.1635
   12.1635  12.1636  12.1662  12.1663  12.1738  12.1739  12.1739  12.1739
   12.1740  12.1740  12.1954  12.1954  12.1956  12.2423  12.2424  12.3089
   12.3089  12.3089  12.3090  12.3090  12.3091  12.3255  12.3256  12.3257
   12.3270  12.3329  12.3329  12.3481  12.3482  12.3482  12.3488  12.3700
   12.3700  12.3700  12.4122  12.4122  12.4123  12.4123  12.4123  12.4124
   12.4263  12.4264  12.4265  12.4786  12.4786  12.4787  12.4787  12.4787
   12.4790  12.5772  12.5773  12.5773  12.5780  12.6271  12.6271  12.6271
   12.6272  12.6272  12.6282  12.6379  12.6379  12.6889  12.6890  12.6891
   12.7334  12.7334  12.7334  12.7335  12.7335  12.7341  12.7749  12.7749
   12.7752  12.7835  12.7836  12.7836  12.7837  12.7838  12.7852  12.8296
   12.8296  12.8297  12.8332  12.8342  12.8343  12.8938  12.9022  12.8324

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

         k = 0.0000-0.5774 0.0000 ( 36434 PWs)   bands (ev):

  -81.4578 -81.4578 -81.4577 -81.4577 -81.4577 -81.4577 -81.4575 -81.4575
  -81.4573 -81.4573 -81.4572 -81.4572 -81.4565 -81.4565 -81.4564 -81.4564
  -81.4563 -81.4563 -81.4558 -81.4558 -81.4556 -81.4556 -81.4556 -81.4556
  -75.9082 -75.9082 -75.9080 -75.9080 -75.9079 -75.9079 -75.9076 -75.9076
  -75.9075 -75.9075 -75.9072 -75.9072 -75.9061 -75.9061 -75.9061 -75.9061
  -75.9060 -75.9060 -75.9052 -75.9052 -75.9051 -75.9051 -75.9050 -75.9050
  -47.4041 -47.4041 -47.4040 -47.4040 -47.4038 -47.4038 -47.4035 -47.4035
  -47.4034 -47.4034 -47.4033 -47.4033 -47.4025 -47.4025 -47.4024 -47.4024
  -47.4023 -47.4023 -47.4018 -47.4018 -47.4017 -47.4017 -47.4017 -47.4017
  -47.3601 -47.3601 -47.3600 -47.3600 -47.3599 -47.3599 -47.3593 -47.3593
  -47.3592 -47.3592 -47.3592 -47.3591 -47.3566 -47.3566 -47.3564 -47.3564
  -47.3564 -47.3564 -47.3526 -47.3526 -47.3525 -47.3525 -47.3524 -47.3524
  -47.3459 -47.3459 -47.3458 -47.3458 -47.3458 -47.3458 -47.3424 -47.3424
  -47.3423 -47.3423 -47.3423 -47.3423 -47.3399 -47.3399 -47.3398 -47.3398
  -47.3397 -47.3397 -47.3389 -47.3389 -47.3388 -47.3387 -47.3387 -47.3387
  -42.0334 -42.0334 -42.0333 -42.0333 -42.0333 -42.0333 -42.0331 -42.0331
  -42.0330 -42.0330 -42.0329 -42.0329 -42.0325 -42.0325 -42.0325 -42.0325
  -42.0324 -42.0324 -42.0316 -42.0316 -42.0315 -42.0315 -42.0313 -42.0313
  -42.0307 -42.0307 -42.0304 -42.0304 -42.0303 -42.0303 -42.0292 -42.0292
  -42.0289 -42.0289 -42.0288 -42.0288 -42.0264 -42.0264 -42.0264 -42.0264
  -42.0262 -42.0262 -42.0212 -42.0212 -42.0211 -42.0211 -42.0210 -42.0210
  -42.0125 -42.0125 -42.0124 -42.0124 -42.0124 -42.0124 -42.0078 -42.0078
  -42.0078 -42.0078 -42.0077 -42.0077 -42.0046 -42.0046 -42.0045 -42.0045
  -42.0044 -42.0044 -42.0033 -42.0033 -42.0032 -42.0032 -42.0031 -42.0031
   -8.5138  -8.5138  -8.2626  -8.2626  -8.2404  -8.2404  -8.1913  -8.1913
   -8.0648  -8.0648  -8.0329  -8.0329  -7.7838  -7.7838  -7.7746  -7.7746
   -7.7431  -7.7431  -7.7142  -7.7142  -7.6578  -7.6578  -7.5636  -7.5636
   -7.4888  -7.4888  -7.4884  -7.4884  -7.4880  -7.4880  -7.4790  -7.4790
   -7.4728  -7.4728  -7.4605  -7.4605  -7.4478  -7.4478  -7.4244  -7.4244
   -7.4021  -7.4021  -7.3665  -7.3665  -7.3561  -7.3561  -7.3550  -7.3550
   -7.3469  -7.3469  -7.3257  -7.3257  -7.2772  -7.2772  -7.2670  -7.2670
   -7.2634  -7.2634  -7.2539  -7.2539  -7.2338  -7.2338  -7.2337  -7.2337
   -7.2154  -7.2154  -7.1866  -7.1866  -7.1844  -7.1844  -7.1750  -7.1750
    2.1532   2.1532   2.1666   2.1666   2.2172   2.2172   2.2691   2.2691
    2.2762   2.2762   2.3909   2.3909   2.4212   2.4212   2.4224   2.4224
    2.4297   2.4297   2.4787   2.4787   2.5036   2.5036   2.5330   2.5330
    2.5444   2.5444   2.5516   2.5516   2.5600   2.5600   2.5799   2.5799
    2.5993   2.5993   2.6354   2.6354   2.7107   2.7107   2.7335   2.7335
    2.7382   2.7382   2.7775   2.7775   2.8136   2.8136   2.8293   2.8293
    2.8747   2.8747   2.8859   2.8859   2.8859   2.8859   2.8984   2.8984
    2.9092   2.9092   2.9295   2.9295   2.9432   2.9432   2.9670   2.9670
    2.9756   2.9756   2.9782   2.9782   2.9892   2.9892   3.0383   3.0383
    3.1279   3.1279   3.1378   3.1378   3.1547   3.1547   3.1561   3.1561
    3.1572   3.1572   3.1915   3.1915   3.2409   3.2409   3.2503   3.2503
    3.2664   3.2664   3.2988   3.2988   3.3403   3.3403   3.3631   3.3631
    3.3935   3.3935   3.4297   3.4297   3.4383   3.4383   3.4418   3.4418
    3.4469   3.4469   3.4755   3.4755   3.5233   3.5233   3.5545   3.5545
    3.6133   3.6133   3.7290   3.7290   3.7349   3.7349   3.7602   3.7602
    4.9462   4.9462   4.9839   4.9839   4.9992   4.9992   5.0253   5.0253
    5.0572   5.0572   5.1160   5.1160   5.1456   5.1456   5.2307   5.2307
    5.2539   5.2539   5.2905   5.2905   5.3359   5.3359   5.3451   5.3451
    5.3727   5.3727   5.3973   5.3973   5.5342   5.5342   5.6083   5.6083
    5.8598   5.8598   5.8714   5.8714   5.9211   5.9211   5.9408   5.9408
    5.9933   5.9933   6.0322   6.0322   6.0804   6.0804   6.2406   6.2406
    6.2536   6.2536   6.2587   6.2587   6.2800   6.2800   6.3185   6.3185
    6.3292   6.3292   6.3977   6.3977   6.5224   6.5224   6.5588   6.5588
    6.6118   6.6118   6.6541   6.6541   6.6653   6.6653   6.7363   6.7363
    6.7714   6.7714   6.7806   6.7806   6.8232   6.8232   6.8618   6.8618
    6.8735   6.8735   6.8788   6.8788   6.9320   6.9320   7.0087   7.0087
    7.0285   7.0285   7.0495   7.0495   7.0635   7.0635   7.1009   7.1009
    7.1190   7.1190   7.1440   7.1440   7.2370   7.2370   7.2549   7.2549
    7.2811   7.2811   7.2812   7.2812   7.3140   7.3140   7.3881   7.3881
    7.4119   7.4119   7.4657   7.4657   7.4887   7.4887   7.5626   7.5626
    7.5929   7.5929   7.6107   7.6107   7.6525   7.6525   7.6914   7.6914
    7.6918   7.6918   7.7137   7.7137   7.8292   7.8292   7.8412   7.8412
    7.8771   7.8771   7.9676   7.9676   7.9797   7.9797   7.9896   7.9896
    8.0992   8.0992   8.1115   8.1115   8.2503   8.2503   8.3075   8.3075
    8.3763   8.3763   8.3812   8.3812   8.3896   8.3896   8.4345   8.4345
    8.4546   8.4546   8.5189   8.5189   8.5226   8.5226   8.5334   8.5334
    8.5813   8.5813   8.6830   8.6830   8.6832   8.6832   8.7791   8.7791
    8.8492   8.8492   8.8921   8.8921   8.9221   8.9221   8.9418   8.9418
    8.9454   8.9454   9.0331   9.0331   9.0357   9.0357   9.0602   9.0602
    9.1923   9.1924   9.3213   9.3213   9.3424   9.3424   9.3559   9.3559
    9.3649   9.3649   9.4788   9.4788   9.5081   9.5081   9.5346   9.5346
    9.5471   9.5471   9.6455   9.6455   9.6859   9.6859   9.7182   9.7182
   11.8705  11.8705  11.8818  11.8818  11.9165  11.9165  11.9603  11.9603
   11.9637  11.9637  11.9657  11.9657  11.9740  11.9740  11.9746  11.9746
   11.9911  11.9911  11.9929  11.9929  12.0073  12.0073  12.0346  12.0346
   12.0679  12.0679  12.0829  12.0829  12.1168  12.1168  12.1181  12.1181
   12.1356  12.1356  12.1557  12.1557  12.1874  12.1874  12.2163  12.2163
   12.2252  12.2252  12.2321  12.2321  12.2428  12.2428  12.2448  12.2448
   12.2558  12.2558  12.2582  12.2582  12.2865  12.2865  12.3130  12.3131
   12.3172  12.3172  12.3333  12.3333  12.3548  12.3548  12.3611  12.3611
   12.3791  12.3791  12.3850  12.3850  12.4265  12.4265  12.4418  12.4418
   12.4542  12.4542  12.4589  12.4589  12.5235  12.5235  12.5578  12.5578
   12.5727  12.5727  12.5747  12.5747  12.5983  12.5983  12.6063  12.6063
   12.6069  12.6069  12.6151  12.6151  12.6748  12.6748  12.6805  12.6805
   12.6901  12.6901  12.6906  12.6906  12.7449  12.7449  12.7553  12.7553
   12.7716  12.7716  12.7760  12.7760  12.8015  12.8015  12.8128  12.8128
   12.8220  12.8220  12.8288  12.8288  12.8377  12.8377  12.8591  12.8591

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

         k = 0.5000-0.2887 0.0000 ( 36434 PWs)   bands (ev):

  -81.4578 -81.4578 -81.4577 -81.4577 -81.4577 -81.4577 -81.4575 -81.4575
  -81.4573 -81.4573 -81.4572 -81.4572 -81.4565 -81.4565 -81.4564 -81.4564
  -81.4563 -81.4563 -81.4558 -81.4558 -81.4556 -81.4556 -81.4556 -81.4556
  -75.9082 -75.9082 -75.9080 -75.9080 -75.9079 -75.9079 -75.9076 -75.9076
  -75.9075 -75.9075 -75.9072 -75.9072 -75.9061 -75.9061 -75.9061 -75.9061
  -75.9060 -75.9060 -75.9052 -75.9052 -75.9051 -75.9051 -75.9050 -75.9050
  -47.4041 -47.4041 -47.4040 -47.4040 -47.4038 -47.4038 -47.4035 -47.4035
  -47.4034 -47.4034 -47.4033 -47.4033 -47.4025 -47.4025 -47.4024 -47.4024
  -47.4023 -47.4023 -47.4018 -47.4018 -47.4017 -47.4017 -47.4017 -47.4017
  -47.3601 -47.3601 -47.3600 -47.3600 -47.3599 -47.3599 -47.3593 -47.3593
  -47.3592 -47.3592 -47.3592 -47.3592 -47.3566 -47.3566 -47.3565 -47.3565
  -47.3564 -47.3564 -47.3526 -47.3526 -47.3525 -47.3525 -47.3524 -47.3524
  -47.3459 -47.3459 -47.3458 -47.3458 -47.3458 -47.3458 -47.3424 -47.3424
  -47.3423 -47.3423 -47.3423 -47.3423 -47.3399 -47.3399 -47.3398 -47.3398
  -47.3397 -47.3397 -47.3389 -47.3389 -47.3388 -47.3388 -47.3387 -47.3387
  -42.0334 -42.0334 -42.0333 -42.0333 -42.0333 -42.0333 -42.0331 -42.0331
  -42.0330 -42.0330 -42.0329 -42.0329 -42.0325 -42.0325 -42.0325 -42.0325
  -42.0324 -42.0324 -42.0316 -42.0316 -42.0315 -42.0315 -42.0313 -42.0313
  -42.0307 -42.0307 -42.0304 -42.0304 -42.0303 -42.0303 -42.0292 -42.0292
  -42.0289 -42.0289 -42.0288 -42.0288 -42.0264 -42.0264 -42.0264 -42.0264
  -42.0262 -42.0262 -42.0212 -42.0212 -42.0211 -42.0211 -42.0210 -42.0210
  -42.0125 -42.0125 -42.0124 -42.0124 -42.0124 -42.0124 -42.0078 -42.0078
  -42.0078 -42.0078 -42.0077 -42.0077 -42.0046 -42.0046 -42.0045 -42.0045
  -42.0044 -42.0044 -42.0033 -42.0033 -42.0032 -42.0032 -42.0031 -42.0031
   -8.5138  -8.5138  -8.2626  -8.2626  -8.2404  -8.2404  -8.1913  -8.1913
   -8.0648  -8.0648  -8.0329  -8.0329  -7.7838  -7.7838  -7.7746  -7.7746
   -7.7431  -7.7431  -7.7142  -7.7142  -7.6578  -7.6578  -7.5636  -7.5636
   -7.4888  -7.4888  -7.4884  -7.4884  -7.4880  -7.4880  -7.4790  -7.4790
   -7.4728  -7.4728  -7.4605  -7.4605  -7.4478  -7.4478  -7.4244  -7.4244
   -7.4021  -7.4021  -7.3665  -7.3665  -7.3561  -7.3561  -7.3550  -7.3550
   -7.3469  -7.3469  -7.3257  -7.3257  -7.2772  -7.2772  -7.2670  -7.2670
   -7.2634  -7.2634  -7.2539  -7.2539  -7.2338  -7.2338  -7.2337  -7.2336
   -7.2154  -7.2154  -7.1866  -7.1866  -7.1845  -7.1845  -7.1750  -7.1750
    2.1532   2.1532   2.1666   2.1666   2.2172   2.2172   2.2691   2.2691
    2.2762   2.2762   2.3909   2.3909   2.4212   2.4212   2.4224   2.4224
    2.4297   2.4297   2.4787   2.4787   2.5036   2.5036   2.5330   2.5330
    2.5443   2.5443   2.5516   2.5516   2.5600   2.5600   2.5799   2.5799
    2.5993   2.5993   2.6355   2.6355   2.7107   2.7107   2.7335   2.7335
    2.7382   2.7382   2.7775   2.7775   2.8136   2.8136   2.8294   2.8294
    2.8747   2.8747   2.8858   2.8858   2.8859   2.8859   2.8984   2.8984
    2.9092   2.9092   2.9295   2.9295   2.9432   2.9432   2.9670   2.9670
    2.9756   2.9756   2.9782   2.9782   2.9892   2.9892   3.0383   3.0383
    3.1279   3.1279   3.1378   3.1378   3.1547   3.1547   3.1560   3.1560
    3.1572   3.1572   3.1915   3.1915   3.2409   3.2409   3.2503   3.2503
    3.2664   3.2664   3.2988   3.2988   3.3403   3.3403   3.3631   3.3631
    3.3935   3.3935   3.4297   3.4297   3.4383   3.4383   3.4418   3.4418
    3.4469   3.4469   3.4755   3.4755   3.5233   3.5233   3.5545   3.5545
    3.6133   3.6133   3.7290   3.7290   3.7349   3.7349   3.7602   3.7602
    4.9462   4.9462   4.9839   4.9839   4.9992   4.9992   5.0253   5.0253
    5.0572   5.0572   5.1160   5.1160   5.1456   5.1456   5.2306   5.2306
    5.2539   5.2539   5.2905   5.2905   5.3359   5.3359   5.3451   5.3451
    5.3727   5.3727   5.3973   5.3973   5.5342   5.5342   5.6084   5.6084
    5.8598   5.8598   5.8714   5.8714   5.9211   5.9211   5.9407   5.9407
    5.9933   5.9933   6.0322   6.0322   6.0805   6.0805   6.2406   6.2406
    6.2536   6.2536   6.2587   6.2587   6.2800   6.2800   6.3184   6.3184
    6.3292   6.3292   6.3977   6.3977   6.5224   6.5224   6.5588   6.5588
    6.6118   6.6118   6.6542   6.6542   6.6652   6.6652   6.7363   6.7363
    6.7714   6.7714   6.7806   6.7806   6.8232   6.8232   6.8619   6.8619
    6.8735   6.8735   6.8788   6.8788   6.9320   6.9320   7.0087   7.0087
    7.0285   7.0285   7.0496   7.0496   7.0634   7.0634   7.1009   7.1009
    7.1190   7.1190   7.1440   7.1440   7.2370   7.2370   7.2548   7.2548
    7.2811   7.2811   7.2812   7.2812   7.3139   7.3139   7.3882   7.3882
    7.4119   7.4119   7.4657   7.4657   7.4887   7.4887   7.5626   7.5626
    7.5929   7.5929   7.6108   7.6108   7.6525   7.6525   7.6914   7.6914
    7.6917   7.6918   7.7136   7.7136   7.8291   7.8291   7.8411   7.8411
    7.8772   7.8772   7.9676   7.9676   7.9797   7.9797   7.9897   7.9897
    8.0992   8.0992   8.1114   8.1114   8.2503   8.2503   8.3075   8.3075
    8.3763   8.3763   8.3811   8.3811   8.3896   8.3896   8.4344   8.4344
    8.4545   8.4545   8.5189   8.5189   8.5226   8.5226   8.5334   8.5334
    8.5813   8.5813   8.6830   8.6830   8.6832   8.6832   8.7792   8.7792
    8.8492   8.8492   8.8921   8.8921   8.9221   8.9221   8.9418   8.9418
    8.9454   8.9454   9.0331   9.0331   9.0357   9.0357   9.0602   9.0602
    9.1924   9.1924   9.3212   9.3212   9.3425   9.3425   9.3559   9.3559
    9.3649   9.3649   9.4788   9.4788   9.5081   9.5081   9.5346   9.5346
    9.5471   9.5471   9.6455   9.6455   9.6859   9.6859   9.7182   9.7182
   11.8705  11.8705  11.8818  11.8818  11.9165  11.9165  11.9603  11.9603
   11.9637  11.9637  11.9657  11.9657  11.9740  11.9740  11.9746  11.9746
   11.9911  11.9911  11.9929  11.9929  12.0073  12.0073  12.0346  12.0346
   12.0679  12.0679  12.0829  12.0829  12.1168  12.1168  12.1181  12.1181
   12.1356  12.1356  12.1557  12.1557  12.1874  12.1874  12.2163  12.2163
   12.2252  12.2252  12.2320  12.2320  12.2428  12.2428  12.2448  12.2448
   12.2557  12.2557  12.2582  12.2582  12.2865  12.2865  12.3130  12.3130
   12.3172  12.3172  12.3333  12.3333  12.3548  12.3548  12.3611  12.3611
   12.3791  12.3791  12.3850  12.3850  12.4265  12.4265  12.4418  12.4418
   12.4542  12.4542  12.4589  12.4589  12.5236  12.5236  12.5578  12.5578
   12.5727  12.5727  12.5747  12.5747  12.5983  12.5983  12.6063  12.6063
   12.6069  12.6069  12.6151  12.6151  12.6748  12.6748  12.6804  12.6804
   12.6901  12.6901  12.6906  12.6906  12.7449  12.7449  12.7553  12.7553
   12.7716  12.7716  12.7760  12.7760  12.8015  12.8015  12.8129  12.8129
   12.8220  12.8220  12.8288  12.8288  12.8376  12.8376  12.8591  12.8591

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

         k =-0.5000-0.2887 0.0000 ( 36434 PWs)   bands (ev):

  -81.4578 -81.4578 -81.4577 -81.4577 -81.4577 -81.4577 -81.4575 -81.4575
  -81.4573 -81.4573 -81.4572 -81.4572 -81.4565 -81.4565 -81.4564 -81.4564
  -81.4563 -81.4563 -81.4558 -81.4558 -81.4556 -81.4556 -81.4556 -81.4556
  -75.9082 -75.9082 -75.9080 -75.9080 -75.9079 -75.9079 -75.9076 -75.9076
  -75.9075 -75.9075 -75.9072 -75.9072 -75.9061 -75.9061 -75.9061 -75.9061
  -75.9060 -75.9060 -75.9052 -75.9052 -75.9051 -75.9051 -75.9050 -75.9050
  -47.4041 -47.4041 -47.4040 -47.4040 -47.4038 -47.4038 -47.4035 -47.4035
  -47.4034 -47.4034 -47.4033 -47.4033 -47.4025 -47.4025 -47.4024 -47.4024
  -47.4023 -47.4023 -47.4018 -47.4018 -47.4017 -47.4017 -47.4017 -47.4017
  -47.3601 -47.3601 -47.3600 -47.3600 -47.3599 -47.3599 -47.3593 -47.3593
  -47.3592 -47.3592 -47.3591 -47.3591 -47.3566 -47.3566 -47.3564 -47.3564
  -47.3564 -47.3564 -47.3526 -47.3526 -47.3525 -47.3525 -47.3524 -47.3524
  -47.3459 -47.3459 -47.3458 -47.3458 -47.3458 -47.3458 -47.3424 -47.3424
  -47.3423 -47.3423 -47.3423 -47.3423 -47.3399 -47.3399 -47.3398 -47.3398
  -47.3397 -47.3397 -47.3389 -47.3389 -47.3388 -47.3387 -47.3387 -47.3387
  -42.0334 -42.0334 -42.0333 -42.0333 -42.0333 -42.0333 -42.0331 -42.0331
  -42.0330 -42.0330 -42.0329 -42.0329 -42.0325 -42.0325 -42.0325 -42.0325
  -42.0324 -42.0324 -42.0316 -42.0316 -42.0315 -42.0315 -42.0313 -42.0313
  -42.0307 -42.0307 -42.0304 -42.0304 -42.0303 -42.0303 -42.0292 -42.0292
  -42.0289 -42.0289 -42.0288 -42.0288 -42.0264 -42.0264 -42.0264 -42.0264
  -42.0262 -42.0262 -42.0212 -42.0212 -42.0211 -42.0211 -42.0210 -42.0210
  -42.0125 -42.0125 -42.0124 -42.0124 -42.0124 -42.0124 -42.0078 -42.0078
  -42.0078 -42.0078 -42.0077 -42.0077 -42.0046 -42.0046 -42.0045 -42.0045
  -42.0044 -42.0044 -42.0033 -42.0033 -42.0032 -42.0032 -42.0031 -42.0031
   -8.5138  -8.5138  -8.2626  -8.2626  -8.2404  -8.2404  -8.1913  -8.1913
   -8.0648  -8.0648  -8.0329  -8.0329  -7.7838  -7.7838  -7.7746  -7.7746
   -7.7431  -7.7431  -7.7142  -7.7142  -7.6578  -7.6578  -7.5636  -7.5636
   -7.4888  -7.4888  -7.4884  -7.4884  -7.4880  -7.4880  -7.4790  -7.4790
   -7.4728  -7.4728  -7.4605  -7.4605  -7.4478  -7.4478  -7.4244  -7.4244
   -7.4021  -7.4021  -7.3666  -7.3666  -7.3561  -7.3561  -7.3550  -7.3550
   -7.3469  -7.3469  -7.3257  -7.3257  -7.2773  -7.2773  -7.2670  -7.2670
   -7.2634  -7.2634  -7.2539  -7.2539  -7.2338  -7.2338  -7.2337  -7.2337
   -7.2155  -7.2155  -7.1866  -7.1866  -7.1845  -7.1845  -7.1750  -7.1750
    2.1532   2.1532   2.1666   2.1666   2.2172   2.2172   2.2691   2.2691
    2.2762   2.2762   2.3909   2.3909   2.4212   2.4212   2.4224   2.4224
    2.4297   2.4297   2.4787   2.4787   2.5036   2.5036   2.5330   2.5330
    2.5444   2.5444   2.5516   2.5516   2.5600   2.5600   2.5799   2.5799
    2.5993   2.5993   2.6354   2.6354   2.7107   2.7107   2.7335   2.7335
    2.7382   2.7382   2.7775   2.7775   2.8136   2.8136   2.8294   2.8294
    2.8747   2.8747   2.8858   2.8858   2.8859   2.8859   2.8984   2.8984
    2.9092   2.9092   2.9295   2.9295   2.9432   2.9432   2.9670   2.9670
    2.9756   2.9756   2.9782   2.9782   2.9892   2.9892   3.0383   3.0383
    3.1279   3.1279   3.1378   3.1378   3.1546   3.1546   3.1560   3.1560
    3.1572   3.1572   3.1915   3.1915   3.2409   3.2409   3.2503   3.2503
    3.2664   3.2664   3.2988   3.2988   3.3403   3.3403   3.3631   3.3631
    3.3935   3.3935   3.4297   3.4297   3.4383   3.4383   3.4418   3.4418
    3.4469   3.4469   3.4755   3.4755   3.5233   3.5233   3.5545   3.5545
    3.6133   3.6133   3.7290   3.7290   3.7349   3.7349   3.7602   3.7602
    4.9462   4.9462   4.9839   4.9839   4.9992   4.9992   5.0253   5.0253
    5.0572   5.0572   5.1160   5.1160   5.1456   5.1456   5.2307   5.2307
    5.2539   5.2539   5.2905   5.2905   5.3359   5.3359   5.3451   5.3451
    5.3727   5.3727   5.3973   5.3973   5.5342   5.5342   5.6083   5.6083
    5.8598   5.8598   5.8714   5.8714   5.9211   5.9211   5.9408   5.9408
    5.9933   5.9933   6.0322   6.0322   6.0804   6.0804   6.2406   6.2406
    6.2536   6.2536   6.2587   6.2587   6.2800   6.2800   6.3185   6.3185
    6.3292   6.3292   6.3977   6.3977   6.5224   6.5224   6.5588   6.5588
    6.6118   6.6118   6.6541   6.6541   6.6652   6.6652   6.7363   6.7363
    6.7714   6.7714   6.7806   6.7806   6.8232   6.8232   6.8618   6.8618
    6.8735   6.8735   6.8789   6.8789   6.9320   6.9320   7.0087   7.0087
    7.0285   7.0285   7.0496   7.0496   7.0635   7.0635   7.1009   7.1009
    7.1190   7.1190   7.1440   7.1440   7.2369   7.2369   7.2549   7.2549
    7.2811   7.2811   7.2812   7.2812   7.3139   7.3139   7.3882   7.3882
    7.4119   7.4119   7.4657   7.4657   7.4887   7.4887   7.5625   7.5625
    7.5929   7.5929   7.6107   7.6107   7.6525   7.6525   7.6915   7.6915
    7.6918   7.6918   7.7137   7.7137   7.8292   7.8292   7.8412   7.8412
    7.8772   7.8772   7.9676   7.9676   7.9797   7.9797   7.9896   7.9896
    8.0992   8.0992   8.1114   8.1114   8.2503   8.2503   8.3075   8.3075
    8.3763   8.3763   8.3812   8.3812   8.3896   8.3896   8.4344   8.4344
    8.4545   8.4545   8.5189   8.5189   8.5225   8.5225   8.5334   8.5334
    8.5813   8.5813   8.6830   8.6830   8.6832   8.6832   8.7792   8.7792
    8.8492   8.8492   8.8921   8.8921   8.9221   8.9221   8.9418   8.9418
    8.9454   8.9454   9.0331   9.0331   9.0357   9.0357   9.0602   9.0602
    9.1924   9.1924   9.3212   9.3212   9.3424   9.3424   9.3559   9.3559
    9.3649   9.3649   9.4788   9.4788   9.5081   9.5081   9.5346   9.5346
    9.5471   9.5471   9.6455   9.6455   9.6859   9.6859   9.7182   9.7182
   11.8705  11.8705  11.8818  11.8818  11.9165  11.9165  11.9603  11.9603
   11.9637  11.9637  11.9658  11.9658  11.9740  11.9740  11.9746  11.9746
   11.9911  11.9911  11.9929  11.9929  12.0073  12.0073  12.0346  12.0346
   12.0679  12.0679  12.0829  12.0829  12.1168  12.1168  12.1181  12.1181
   12.1356  12.1356  12.1557  12.1557  12.1874  12.1874  12.2163  12.2163
   12.2252  12.2252  12.2321  12.2321  12.2428  12.2428  12.2448  12.2448
   12.2558  12.2558  12.2582  12.2582  12.2865  12.2865  12.3130  12.3130
   12.3172  12.3172  12.3333  12.3333  12.3548  12.3548  12.3611  12.3611
   12.3791  12.3791  12.3849  12.3850  12.4265  12.4265  12.4418  12.4418
   12.4542  12.4542  12.4589  12.4589  12.5236  12.5236  12.5578  12.5578
   12.5727  12.5727  12.5747  12.5747  12.5983  12.5983  12.6063  12.6063
   12.6069  12.6069  12.6151  12.6151  12.6748  12.6748  12.6805  12.6805
   12.6901  12.6901  12.6906  12.6906  12.7449  12.7449  12.7553  12.7553
   12.7716  12.7716  12.7760  12.7760  12.8015  12.8015  12.8128  12.8128
   12.8220  12.8220  12.8288  12.8288  12.8377  12.8377  12.8591  12.8591

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

------ SPIN DOWN ----------


         k = 0.0000 0.0000 0.0000 ( 36383 PWs)   bands (ev):

  -81.4580 -81.4580 -81.4578 -81.4575 -81.4575 -81.4575 -81.4574 -81.4574
  -81.4574 -81.4573 -81.4573 -81.4573 -81.4564 -81.4564 -81.4564 -81.4564
  -81.4564 -81.4564 -81.4563 -81.4563 -81.4563 -81.4552 -81.4551 -81.4550
  -75.9083 -75.9082 -75.9081 -75.9078 -75.9078 -75.9078 -75.9073 -75.9073
  -75.9073 -75.9072 -75.9072 -75.9072 -75.9062 -75.9062 -75.9062 -75.9060
  -75.9060 -75.9060 -75.9059 -75.9059 -75.9059 -75.9047 -75.9045 -75.9044
  -47.4043 -47.4042 -47.4040 -47.4035 -47.4035 -47.4035 -47.4034 -47.4034
  -47.4034 -47.4033 -47.4033 -47.4033 -47.4025 -47.4025 -47.4025 -47.4024
  -47.4024 -47.4024 -47.4024 -47.4024 -47.4023 -47.4014 -47.4013 -47.4013
  -47.3598 -47.3598 -47.3598 -47.3597 -47.3597 -47.3597 -47.3596 -47.3596
  -47.3596 -47.3588 -47.3588 -47.3587 -47.3587 -47.3587 -47.3587 -47.3535
  -47.3535 -47.3535 -47.3534 -47.3534 -47.3534 -47.3534 -47.3534 -47.3533
  -47.3450 -47.3450 -47.3450 -47.3449 -47.3449 -47.3449 -47.3449 -47.3449
  -47.3449 -47.3406 -47.3406 -47.3405 -47.3405 -47.3405 -47.3405 -47.3392
  -47.3392 -47.3391 -47.3391 -47.3391 -47.3391 -47.3391 -47.3390 -47.3390
  -42.0329 -42.0329 -42.0329 -42.0328 -42.0328 -42.0328 -42.0328 -42.0328
  -42.0328 -42.0327 -42.0327 -42.0327 -42.0326 -42.0326 -42.0326 -42.0325
  -42.0323 -42.0323 -42.0323 -42.0323 -42.0323 -42.0305 -42.0305 -42.0304
  -42.0304 -42.0304 -42.0304 -42.0304 -42.0304 -42.0303 -42.0303 -42.0303
  -42.0303 -42.0300 -42.0300 -42.0300 -42.0282 -42.0279 -42.0278 -42.0222
  -42.0222 -42.0222 -42.0221 -42.0221 -42.0221 -42.0221 -42.0221 -42.0221
  -42.0113 -42.0113 -42.0113 -42.0112 -42.0112 -42.0112 -42.0111 -42.0111
  -42.0111 -42.0055 -42.0055 -42.0054 -42.0054 -42.0053 -42.0053 -42.0038
  -42.0038 -42.0038 -42.0037 -42.0037 -42.0037 -42.0036 -42.0036 -42.0036
   -8.7048  -8.3882  -8.3881  -8.1056  -8.1056  -8.1056  -8.0610  -8.0610
   -8.0610  -8.0609  -8.0609  -8.0608  -7.8670  -7.8670  -7.8670  -7.8669
   -7.8669  -7.8669  -7.6776  -7.6775  -7.6466  -7.6466  -7.6466  -7.5286
   -7.5286  -7.5286  -7.5285  -7.5285  -7.5285  -7.4952  -7.4952  -7.4952
   -7.4675  -7.4675  -7.4675  -7.4201  -7.4201  -7.4201  -7.4200  -7.4200
   -7.4200  -7.3884  -7.3884  -7.3883  -7.3883  -7.3802  -7.3802  -7.3263
   -7.3263  -7.3263  -7.2713  -7.2713  -7.2713  -7.2665  -7.2360  -7.2359
   -7.2359  -7.2359  -7.2359  -7.2358  -7.2310  -7.2309  -7.2176  -7.2175
   -7.2175  -7.2174  -7.1844  -7.1844  -7.1843  -7.1843  -7.1843  -7.1843
    2.0880   2.0880   2.0880   2.2047   2.2611   2.2611   2.2611   2.2612
    2.2612   2.2612   2.3386   2.3387   2.3387   2.3387   2.3387   2.3387
    2.3989   2.3989   2.3989   2.4883   2.4884   2.5823   2.5823   2.5824
    2.5824   2.5824   2.5824   2.6768   2.6768   2.6785   2.6785   2.6785
    2.6785   2.7307   2.7307   2.7351   2.7351   2.7351   2.7551   2.7551
    2.7551   2.8044   2.8044   2.8044   2.8062   2.8062   2.8062   2.8062
    2.8063   2.8063   2.8139   2.8139   2.8139   2.8140   2.8140   2.8140
    2.8174   2.8174   2.8174   2.8174   2.8954   2.8954   2.8954   2.8954
    2.8955   2.8955   2.9047   2.9048   2.9048   3.0640   3.0640   3.0641
    3.0641   3.0963   3.0964   3.1132   3.1132   3.2249   3.3047   3.3048
    3.3048   3.3122   3.3123   3.3123   3.3123   3.3123   3.3123   3.3229
    3.3229   3.3229   3.3966   3.3966   3.3966   3.3966   3.3966   3.3966
    3.4081   3.4081   3.4082   3.4082   3.4400   3.4400   3.4400   3.4721
    3.4721   3.4721   3.4721   3.4721   3.4722   3.5052   3.5052   3.5850
    3.5850   3.5850   3.7106   3.7106   3.7106   3.7106   3.7106   3.7106
    4.7610   4.9054   4.9054   4.9120   4.9120   4.9120   4.9120   4.9121
    4.9121   5.0531   5.0531   5.0531   5.1924   5.1924   5.1924   5.1924
    5.1924   5.1924   5.2203   5.2203   5.2203   5.3145   5.3987   5.3987
    5.3987   5.3988   5.3988   5.3988   5.5461   5.5462   5.6701   5.6702
    5.9234   5.9234   5.9234   5.9235   5.9623   5.9623   5.9623   6.1287
    6.1288   6.1346   6.1346   6.1346   6.1561   6.1562   6.1562   6.1562
    6.1562   6.1562   6.1782   6.3471   6.3471   6.3471   6.3472   6.3472
    6.3472   6.5266   6.5266   6.5266   6.5397   6.5397   6.5398   6.5398
    6.5398   6.5398   6.6322   6.6322   6.6323   6.7107   6.7108   6.7705
    6.7705   6.7705   6.7706   6.7706   6.7706   6.8255   6.8255   6.8256
    6.8256   6.8490   6.8490   6.8491   7.0191   7.0191   7.0191   7.0192
    7.0192   7.0192   7.0490   7.0491   7.0754   7.1124   7.2071   7.2071
    7.2071   7.2352   7.2352   7.2352   7.3038   7.3039   7.3039   7.3039
    7.3039   7.3040   7.3102   7.3102   7.3103   7.3103   7.3497   7.3498
    7.3498   7.3498   7.3498   7.3498   7.3752   7.3752   7.4027   7.4027
    7.4522   7.4522   7.4523   7.5960   7.5961   7.5961   7.7582   7.7582
    7.7583   7.7583   7.7584   7.7584   7.8388   7.8389   7.8389   7.8620
    7.8620   7.9412   7.9413   7.9413   7.9414   7.9452   7.9452   7.9452
    7.9452   7.9453   7.9453   8.0211   8.0211   8.0211   8.0324   8.0324
    8.3284   8.3285   8.3285   8.3505   8.3505   8.3505   8.3505   8.3505
    8.3506   8.6139   8.6139   8.6139   8.6140   8.6140   8.6140   8.6929
    8.6930   8.6930   8.7597   8.7597   8.7598   8.7598   8.7599   8.7599
    8.8830   8.8830   8.8830   8.9314   8.9465   8.9465   8.9465   8.9466
    9.0603   9.0603   9.0603   9.0603   9.0603   9.0603   9.2672   9.2672
    9.2673   9.3378   9.3378   9.3404   9.3404   9.3404   9.3405   9.3405
    9.3405   9.3846   9.3846   9.4285   9.4285   9.4285   9.6327   9.6328
    9.6328   9.6328   9.6419   9.6419   9.6419   9.6420   9.6420   9.6420
   11.8067  11.8067  11.8067  11.8365  11.8365  11.8365  11.8365  11.8365
   11.8366  11.9798  11.9798  11.9798  11.9799  11.9799  11.9799  12.0168
   12.0168  12.0168  12.0549  12.0664  12.0664  12.0665  12.0665  12.0821
   12.0823  12.1275  12.1275  12.1275  12.1275  12.1276  12.1276  12.1635
   12.1635  12.1635  12.1662  12.1662  12.1738  12.1738  12.1739  12.1739
   12.1740  12.1740  12.1954  12.1954  12.1954  12.2424  12.2424  12.3089
   12.3089  12.3089  12.3090  12.3090  12.3091  12.3255  12.3256  12.3256
   12.3270  12.3329  12.3329  12.3481  12.3482  12.3482  12.3483  12.3700
   12.3700  12.3700  12.4122  12.4122  12.4122  12.4123  12.4123  12.4124
   12.4263  12.4264  12.4264  12.4786  12.4786  12.4787  12.4787  12.4787
   12.4788  12.5772  12.5772  12.5773  12.5774  12.6271  12.6271  12.6272
   12.6272  12.6272  12.6273  12.6378  12.6379  12.6889  12.6889  12.6890
   12.7334  12.7334  12.7335  12.7335  12.7335  12.7335  12.7749  12.7749
   12.7749  12.7835  12.7835  12.7836  12.7837  12.7837  12.7838  12.8295
   12.8296  12.8298  12.8300  12.8342  12.8343  12.8357  12.9022  14.4244

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

         k = 0.0000-0.5774 0.0000 ( 36434 PWs)   bands (ev):

  -81.4578 -81.4578 -81.4577 -81.4577 -81.4577 -81.4577 -81.4574 -81.4574
  -81.4574 -81.4574 -81.4572 -81.4572 -81.4565 -81.4565 -81.4564 -81.4564
  -81.4563 -81.4563 -81.4557 -81.4557 -81.4557 -81.4557 -81.4556 -81.4556
  -75.9082 -75.9082 -75.9080 -75.9080 -75.9079 -75.9079 -75.9076 -75.9076
  -75.9075 -75.9075 -75.9072 -75.9072 -75.9062 -75.9062 -75.9060 -75.9060
  -75.9060 -75.9060 -75.9052 -75.9052 -75.9051 -75.9051 -75.9050 -75.9050
  -47.4040 -47.4040 -47.4040 -47.4040 -47.4038 -47.4038 -47.4035 -47.4035
  -47.4034 -47.4034 -47.4033 -47.4033 -47.4025 -47.4025 -47.4024 -47.4024
  -47.4023 -47.4023 -47.4018 -47.4018 -47.4017 -47.4017 -47.4017 -47.4017
  -47.3601 -47.3601 -47.3600 -47.3600 -47.3599 -47.3599 -47.3593 -47.3593
  -47.3592 -47.3592 -47.3592 -47.3592 -47.3565 -47.3565 -47.3565 -47.3565
  -47.3564 -47.3564 -47.3526 -47.3526 -47.3525 -47.3525 -47.3525 -47.3525
  -47.3459 -47.3459 -47.3458 -47.3458 -47.3458 -47.3458 -47.3424 -47.3424
  -47.3423 -47.3423 -47.3423 -47.3423 -47.3398 -47.3398 -47.3398 -47.3398
  -47.3398 -47.3398 -47.3388 -47.3388 -47.3388 -47.3388 -47.3387 -47.3387
  -42.0334 -42.0334 -42.0333 -42.0333 -42.0332 -42.0332 -42.0331 -42.0331
  -42.0330 -42.0330 -42.0329 -42.0329 -42.0326 -42.0326 -42.0324 -42.0324
  -42.0324 -42.0324 -42.0316 -42.0316 -42.0315 -42.0315 -42.0313 -42.0313
  -42.0307 -42.0307 -42.0304 -42.0304 -42.0303 -42.0303 -42.0292 -42.0292
  -42.0289 -42.0289 -42.0288 -42.0288 -42.0265 -42.0265 -42.0263 -42.0263
  -42.0262 -42.0262 -42.0212 -42.0212 -42.0211 -42.0211 -42.0210 -42.0210
  -42.0125 -42.0125 -42.0124 -42.0124 -42.0123 -42.0123 -42.0079 -42.0079
  -42.0077 -42.0077 -42.0077 -42.0077 -42.0046 -42.0046 -42.0045 -42.0045
  -42.0044 -42.0044 -42.0033 -42.0033 -42.0032 -42.0032 -42.0031 -42.0031
   -8.5138  -8.5138  -8.2626  -8.2626  -8.2404  -8.2404  -8.1913  -8.1913
   -8.0648  -8.0648  -8.0329  -8.0329  -7.7838  -7.7838  -7.7746  -7.7746
   -7.7431  -7.7431  -7.7142  -7.7142  -7.6578  -7.6578  -7.5636  -7.5636
   -7.4888  -7.4888  -7.4884  -7.4884  -7.4880  -7.4880  -7.4790  -7.4790
   -7.4728  -7.4728  -7.4605  -7.4605  -7.4478  -7.4478  -7.4244  -7.4244
   -7.4021  -7.4021  -7.3665  -7.3665  -7.3561  -7.3561  -7.3550  -7.3550
   -7.3469  -7.3469  -7.3257  -7.3257  -7.2772  -7.2772  -7.2670  -7.2670
   -7.2634  -7.2634  -7.2539  -7.2539  -7.2338  -7.2338  -7.2337  -7.2337
   -7.2154  -7.2154  -7.1866  -7.1866  -7.1845  -7.1845  -7.1750  -7.1750
    2.1532   2.1532   2.1666   2.1666   2.2172   2.2172   2.2691   2.2691
    2.2762   2.2762   2.3909   2.3909   2.4212   2.4212   2.4224   2.4224
    2.4297   2.4297   2.4787   2.4787   2.5036   2.5036   2.5330   2.5330
    2.5443   2.5443   2.5516   2.5516   2.5600   2.5600   2.5799   2.5799
    2.5993   2.5993   2.6354   2.6355   2.7107   2.7107   2.7335   2.7335
    2.7382   2.7382   2.7775   2.7775   2.8136   2.8136   2.8294   2.8294
    2.8747   2.8747   2.8858   2.8858   2.8859   2.8859   2.8984   2.8984
    2.9092   2.9092   2.9295   2.9295   2.9432   2.9432   2.9670   2.9670
    2.9756   2.9756   2.9782   2.9782   2.9892   2.9892   3.0383   3.0383
    3.1279   3.1279   3.1378   3.1378   3.1547   3.1547   3.1560   3.1560
    3.1572   3.1572   3.1915   3.1915   3.2409   3.2409   3.2503   3.2503
    3.2664   3.2664   3.2988   3.2988   3.3403   3.3403   3.3631   3.3631
    3.3935   3.3935   3.4297   3.4297   3.4383   3.4383   3.4418   3.4418
    3.4469   3.4469   3.4755   3.4755   3.5233   3.5233   3.5545   3.5545
    3.6133   3.6133   3.7290   3.7290   3.7349   3.7349   3.7602   3.7602
    4.9462   4.9462   4.9839   4.9839   4.9992   4.9992   5.0253   5.0253
    5.0572   5.0572   5.1160   5.1160   5.1456   5.1456   5.2306   5.2306
    5.2539   5.2539   5.2905   5.2905   5.3359   5.3359   5.3451   5.3451
    5.3727   5.3727   5.3973   5.3973   5.5342   5.5342   5.6084   5.6084
    5.8598   5.8598   5.8714   5.8714   5.9211   5.9211   5.9407   5.9407
    5.9933   5.9933   6.0322   6.0322   6.0805   6.0805   6.2406   6.2406
    6.2536   6.2536   6.2587   6.2587   6.2800   6.2800   6.3184   6.3184
    6.3292   6.3292   6.3977   6.3977   6.5224   6.5224   6.5588   6.5588
    6.6118   6.6118   6.6542   6.6542   6.6652   6.6652   6.7363   6.7363
    6.7714   6.7714   6.7806   6.7806   6.8232   6.8232   6.8619   6.8619
    6.8735   6.8735   6.8788   6.8788   6.9320   6.9320   7.0087   7.0087
    7.0285   7.0285   7.0496   7.0496   7.0634   7.0634   7.1009   7.1009
    7.1190   7.1190   7.1440   7.1440   7.2370   7.2370   7.2548   7.2548
    7.2811   7.2811   7.2812   7.2812   7.3139   7.3139   7.3882   7.3882
    7.4119   7.4119   7.4657   7.4657   7.4887   7.4887   7.5626   7.5626
    7.5929   7.5929   7.6108   7.6108   7.6525   7.6525   7.6914   7.6914
    7.6918   7.6918   7.7136   7.7136   7.8291   7.8291   7.8411   7.8411
    7.8772   7.8772   7.9676   7.9676   7.9797   7.9797   7.9897   7.9897
    8.0992   8.0992   8.1114   8.1114   8.2503   8.2503   8.3075   8.3075
    8.3763   8.3763   8.3811   8.3811   8.3896   8.3896   8.4344   8.4344
    8.4545   8.4545   8.5189   8.5189   8.5226   8.5226   8.5334   8.5334
    8.5813   8.5813   8.6830   8.6830   8.6832   8.6832   8.7792   8.7792
    8.8492   8.8492   8.8921   8.8921   8.9221   8.9221   8.9418   8.9418
    8.9454   8.9454   9.0331   9.0331   9.0357   9.0357   9.0602   9.0602
    9.1924   9.1924   9.3212   9.3212   9.3425   9.3425   9.3559   9.3559
    9.3649   9.3649   9.4788   9.4788   9.5081   9.5081   9.5346   9.5346
    9.5471   9.5471   9.6455   9.6455   9.6859   9.6859   9.7182   9.7182
   11.8705  11.8705  11.8818  11.8818  11.9165  11.9165  11.9603  11.9603
   11.9637  11.9637  11.9657  11.9657  11.9740  11.9740  11.9746  11.9746
   11.9911  11.9911  11.9929  11.9929  12.0073  12.0073  12.0346  12.0346
   12.0679  12.0679  12.0829  12.0829  12.1168  12.1168  12.1181  12.1181
   12.1356  12.1356  12.1557  12.1557  12.1874  12.1874  12.2163  12.2163
   12.2252  12.2252  12.2320  12.2320  12.2428  12.2428  12.2448  12.2448
   12.2557  12.2557  12.2582  12.2582  12.2865  12.2865  12.3130  12.3130
   12.3172  12.3172  12.3333  12.3333  12.3548  12.3548  12.3611  12.3611
   12.3791  12.3791  12.3850  12.3850  12.4265  12.4265  12.4418  12.4418
   12.4542  12.4542  12.4589  12.4589  12.5236  12.5236  12.5578  12.5578
   12.5727  12.5727  12.5747  12.5747  12.5983  12.5983  12.6063  12.6063
   12.6069  12.6069  12.6151  12.6151  12.6748  12.6748  12.6804  12.6804
   12.6901  12.6901  12.6906  12.6906  12.7449  12.7449  12.7553  12.7553
   12.7716  12.7716  12.7760  12.7760  12.8015  12.8015  12.8129  12.8129
   12.8220  12.8220  12.8288  12.8288  12.8376  12.8376  12.8591  12.8591

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

         k = 0.5000-0.2887 0.0000 ( 36434 PWs)   bands (ev):

  -81.4578 -81.4578 -81.4577 -81.4577 -81.4577 -81.4577 -81.4574 -81.4574
  -81.4574 -81.4574 -81.4572 -81.4572 -81.4565 -81.4565 -81.4564 -81.4564
  -81.4563 -81.4563 -81.4557 -81.4557 -81.4557 -81.4557 -81.4556 -81.4556
  -75.9082 -75.9082 -75.9080 -75.9080 -75.9079 -75.9079 -75.9076 -75.9076
  -75.9075 -75.9075 -75.9072 -75.9072 -75.9062 -75.9062 -75.9060 -75.9060
  -75.9060 -75.9060 -75.9052 -75.9052 -75.9051 -75.9051 -75.9050 -75.9050
  -47.4040 -47.4040 -47.4040 -47.4040 -47.4038 -47.4038 -47.4035 -47.4035
  -47.4034 -47.4034 -47.4033 -47.4033 -47.4025 -47.4025 -47.4024 -47.4024
  -47.4023 -47.4023 -47.4018 -47.4018 -47.4017 -47.4017 -47.4017 -47.4017
  -47.3600 -47.3600 -47.3600 -47.3600 -47.3599 -47.3599 -47.3593 -47.3593
  -47.3592 -47.3592 -47.3592 -47.3591 -47.3565 -47.3565 -47.3565 -47.3565
  -47.3564 -47.3564 -47.3526 -47.3526 -47.3525 -47.3525 -47.3524 -47.3524
  -47.3459 -47.3459 -47.3458 -47.3458 -47.3458 -47.3458 -47.3424 -47.3424
  -47.3423 -47.3423 -47.3423 -47.3423 -47.3399 -47.3399 -47.3398 -47.3398
  -47.3397 -47.3397 -47.3388 -47.3388 -47.3388 -47.3388 -47.3387 -47.3387
  -42.0334 -42.0334 -42.0333 -42.0333 -42.0332 -42.0332 -42.0331 -42.0331
  -42.0330 -42.0330 -42.0329 -42.0329 -42.0326 -42.0326 -42.0325 -42.0325
  -42.0324 -42.0324 -42.0316 -42.0316 -42.0315 -42.0315 -42.0313 -42.0313
  -42.0307 -42.0307 -42.0304 -42.0304 -42.0303 -42.0303 -42.0292 -42.0292
  -42.0289 -42.0289 -42.0288 -42.0288 -42.0265 -42.0265 -42.0264 -42.0264
  -42.0262 -42.0262 -42.0212 -42.0212 -42.0211 -42.0211 -42.0210 -42.0210
  -42.0125 -42.0125 -42.0124 -42.0124 -42.0123 -42.0123 -42.0079 -42.0079
  -42.0077 -42.0077 -42.0077 -42.0077 -42.0046 -42.0046 -42.0045 -42.0045
  -42.0044 -42.0044 -42.0033 -42.0033 -42.0032 -42.0032 -42.0031 -42.0031
   -8.5138  -8.5138  -8.2626  -8.2626  -8.2404  -8.2404  -8.1913  -8.1913
   -8.0648  -8.0648  -8.0329  -8.0329  -7.7838  -7.7838  -7.7746  -7.7746
   -7.7431  -7.7431  -7.7142  -7.7142  -7.6578  -7.6578  -7.5636  -7.5636
   -7.4888  -7.4888  -7.4884  -7.4884  -7.4880  -7.4880  -7.4790  -7.4790
   -7.4728  -7.4728  -7.4605  -7.4605  -7.4478  -7.4478  -7.4244  -7.4244
   -7.4021  -7.4021  -7.3665  -7.3665  -7.3561  -7.3561  -7.3550  -7.3550
   -7.3469  -7.3469  -7.3257  -7.3257  -7.2772  -7.2772  -7.2670  -7.2670
   -7.2634  -7.2634  -7.2539  -7.2539  -7.2338  -7.2338  -7.2337  -7.2337
   -7.2154  -7.2154  -7.1866  -7.1866  -7.1844  -7.1844  -7.1750  -7.1750
    2.1532   2.1532   2.1666   2.1666   2.2172   2.2172   2.2691   2.2691
    2.2762   2.2762   2.3909   2.3909   2.4212   2.4212   2.4224   2.4224
    2.4297   2.4297   2.4787   2.4787   2.5036   2.5036   2.5330   2.5330
    2.5444   2.5444   2.5516   2.5516   2.5600   2.5600   2.5799   2.5799
    2.5993   2.5993   2.6354   2.6354   2.7107   2.7107   2.7335   2.7335
    2.7382   2.7382   2.7775   2.7775   2.8136   2.8136   2.8293   2.8293
    2.8747   2.8747   2.8859   2.8859   2.8859   2.8859   2.8984   2.8984
    2.9092   2.9092   2.9295   2.9295   2.9432   2.9432   2.9670   2.9670
    2.9756   2.9756   2.9782   2.9782   2.9892   2.9892   3.0383   3.0383
    3.1279   3.1279   3.1378   3.1378   3.1547   3.1547   3.1561   3.1561
    3.1572   3.1572   3.1915   3.1915   3.2409   3.2409   3.2503   3.2503
    3.2664   3.2664   3.2988   3.2988   3.3403   3.3403   3.3631   3.3631
    3.3935   3.3935   3.4297   3.4297   3.4383   3.4383   3.4418   3.4418
    3.4469   3.4469   3.4755   3.4755   3.5233   3.5233   3.5545   3.5545
    3.6133   3.6133   3.7290   3.7290   3.7349   3.7349   3.7602   3.7602
    4.9462   4.9462   4.9839   4.9839   4.9992   4.9992   5.0253   5.0253
    5.0572   5.0572   5.1160   5.1160   5.1456   5.1456   5.2307   5.2307
    5.2539   5.2539   5.2905   5.2905   5.3359   5.3359   5.3451   5.3451
    5.3727   5.3727   5.3973   5.3973   5.5342   5.5342   5.6083   5.6083
    5.8598   5.8598   5.8714   5.8714   5.9211   5.9211   5.9408   5.9408
    5.9933   5.9933   6.0322   6.0322   6.0804   6.0804   6.2406   6.2406
    6.2536   6.2536   6.2587   6.2587   6.2800   6.2800   6.3185   6.3185
    6.3292   6.3292   6.3977   6.3977   6.5224   6.5224   6.5588   6.5588
    6.6118   6.6118   6.6541   6.6541   6.6653   6.6653   6.7363   6.7363
    6.7714   6.7714   6.7806   6.7806   6.8232   6.8232   6.8618   6.8618
    6.8735   6.8735   6.8788   6.8788   6.9320   6.9320   7.0087   7.0087
    7.0285   7.0285   7.0495   7.0495   7.0635   7.0635   7.1009   7.1009
    7.1190   7.1190   7.1440   7.1440   7.2370   7.2370   7.2549   7.2549
    7.2811   7.2811   7.2812   7.2812   7.3140   7.3140   7.3881   7.3881
    7.4119   7.4119   7.4657   7.4657   7.4887   7.4887   7.5626   7.5626
    7.5929   7.5929   7.6107   7.6107   7.6524   7.6525   7.6914   7.6914
    7.6918   7.6918   7.7137   7.7137   7.8292   7.8292   7.8412   7.8412
    7.8771   7.8771   7.9676   7.9676   7.9797   7.9797   7.9896   7.9896
    8.0992   8.0992   8.1115   8.1115   8.2503   8.2503   8.3075   8.3075
    8.3763   8.3763   8.3812   8.3812   8.3896   8.3896   8.4345   8.4345
    8.4546   8.4546   8.5189   8.5189   8.5226   8.5226   8.5334   8.5334
    8.5813   8.5813   8.6830   8.6830   8.6832   8.6832   8.7791   8.7791
    8.8492   8.8492   8.8921   8.8921   8.9221   8.9221   8.9418   8.9418
    8.9454   8.9454   9.0331   9.0331   9.0357   9.0357   9.0602   9.0602
    9.1923   9.1923   9.3213   9.3213   9.3424   9.3424   9.3559   9.3559
    9.3649   9.3649   9.4788   9.4788   9.5081   9.5081   9.5346   9.5346
    9.5471   9.5471   9.6455   9.6455   9.6859   9.6859   9.7182   9.7182
   11.8705  11.8705  11.8818  11.8818  11.9165  11.9165  11.9603  11.9603
   11.9637  11.9637  11.9657  11.9657  11.9740  11.9740  11.9746  11.9746
   11.9911  11.9911  11.9929  11.9929  12.0073  12.0073  12.0346  12.0346
   12.0679  12.0679  12.0829  12.0829  12.1168  12.1168  12.1181  12.1181
   12.1356  12.1356  12.1557  12.1557  12.1874  12.1874  12.2163  12.2163
   12.2252  12.2252  12.2321  12.2321  12.2428  12.2428  12.2448  12.2448
   12.2558  12.2558  12.2582  12.2582  12.2865  12.2865  12.3130  12.3130
   12.3172  12.3172  12.3333  12.3333  12.3548  12.3548  12.3610  12.3611
   12.3791  12.3791  12.3850  12.3850  12.4265  12.4265  12.4418  12.4418
   12.4542  12.4542  12.4589  12.4589  12.5235  12.5235  12.5578  12.5578
   12.5727  12.5727  12.5747  12.5747  12.5983  12.5983  12.6063  12.6063
   12.6069  12.6069  12.6151  12.6151  12.6748  12.6748  12.6805  12.6805
   12.6901  12.6901  12.6906  12.6906  12.7449  12.7449  12.7553  12.7553
   12.7716  12.7716  12.7760  12.7760  12.8015  12.8015  12.8128  12.8128
   12.8220  12.8220  12.8288  12.8288  12.8377  12.8377  12.8591  12.8591

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

         k =-0.5000-0.2887 0.0000 ( 36434 PWs)   bands (ev):

  -81.4578 -81.4578 -81.4577 -81.4577 -81.4577 -81.4577 -81.4574 -81.4574
  -81.4574 -81.4574 -81.4572 -81.4572 -81.4565 -81.4565 -81.4564 -81.4564
  -81.4563 -81.4563 -81.4557 -81.4557 -81.4557 -81.4557 -81.4556 -81.4556
  -75.9082 -75.9082 -75.9080 -75.9080 -75.9079 -75.9079 -75.9076 -75.9076
  -75.9075 -75.9075 -75.9072 -75.9072 -75.9062 -75.9062 -75.9060 -75.9060
  -75.9060 -75.9060 -75.9052 -75.9052 -75.9051 -75.9051 -75.9050 -75.9050
  -47.4040 -47.4040 -47.4040 -47.4040 -47.4038 -47.4038 -47.4035 -47.4035
  -47.4034 -47.4034 -47.4033 -47.4033 -47.4025 -47.4025 -47.4024 -47.4024
  -47.4023 -47.4023 -47.4018 -47.4018 -47.4017 -47.4017 -47.4017 -47.4017
  -47.3600 -47.3600 -47.3600 -47.3600 -47.3599 -47.3599 -47.3593 -47.3593
  -47.3592 -47.3592 -47.3592 -47.3592 -47.3565 -47.3565 -47.3565 -47.3565
  -47.3564 -47.3564 -47.3526 -47.3526 -47.3525 -47.3525 -47.3525 -47.3525
  -47.3459 -47.3459 -47.3458 -47.3458 -47.3458 -47.3458 -47.3424 -47.3424
  -47.3423 -47.3423 -47.3423 -47.3423 -47.3399 -47.3399 -47.3398 -47.3398
  -47.3397 -47.3397 -47.3388 -47.3388 -47.3388 -47.3388 -47.3387 -47.3387
  -42.0334 -42.0334 -42.0333 -42.0333 -42.0333 -42.0333 -42.0331 -42.0331
  -42.0330 -42.0330 -42.0329 -42.0329 -42.0326 -42.0326 -42.0325 -42.0325
  -42.0324 -42.0324 -42.0316 -42.0316 -42.0315 -42.0315 -42.0313 -42.0313
  -42.0307 -42.0307 -42.0304 -42.0304 -42.0303 -42.0303 -42.0292 -42.0292
  -42.0289 -42.0289 -42.0288 -42.0288 -42.0265 -42.0265 -42.0263 -42.0263
  -42.0262 -42.0262 -42.0212 -42.0212 -42.0211 -42.0211 -42.0210 -42.0210
  -42.0125 -42.0125 -42.0124 -42.0124 -42.0123 -42.0123 -42.0079 -42.0079
  -42.0077 -42.0077 -42.0077 -42.0077 -42.0046 -42.0046 -42.0045 -42.0045
  -42.0044 -42.0044 -42.0033 -42.0033 -42.0032 -42.0032 -42.0031 -42.0031
   -8.5138  -8.5138  -8.2626  -8.2626  -8.2404  -8.2404  -8.1913  -8.1913
   -8.0648  -8.0648  -8.0329  -8.0329  -7.7838  -7.7838  -7.7746  -7.7746
   -7.7431  -7.7431  -7.7142  -7.7142  -7.6578  -7.6578  -7.5636  -7.5636
   -7.4888  -7.4888  -7.4884  -7.4884  -7.4880  -7.4880  -7.4790  -7.4790
   -7.4728  -7.4728  -7.4605  -7.4605  -7.4478  -7.4478  -7.4244  -7.4244
   -7.4021  -7.4021  -7.3666  -7.3666  -7.3561  -7.3561  -7.3550  -7.3550
   -7.3469  -7.3469  -7.3257  -7.3257  -7.2773  -7.2773  -7.2670  -7.2670
   -7.2634  -7.2634  -7.2539  -7.2539  -7.2338  -7.2338  -7.2337  -7.2337
   -7.2155  -7.2155  -7.1866  -7.1866  -7.1845  -7.1845  -7.1750  -7.1750
    2.1532   2.1532   2.1666   2.1666   2.2172   2.2172   2.2691   2.2691
    2.2762   2.2762   2.3909   2.3909   2.4212   2.4212   2.4224   2.4224
    2.4297   2.4297   2.4787   2.4787   2.5036   2.5036   2.5330   2.5330
    2.5444   2.5444   2.5516   2.5516   2.5600   2.5600   2.5799   2.5799
    2.5993   2.5993   2.6354   2.6354   2.7107   2.7107   2.7335   2.7335
    2.7382   2.7382   2.7775   2.7775   2.8136   2.8136   2.8294   2.8294
    2.8747   2.8747   2.8858   2.8858   2.8859   2.8859   2.8984   2.8984
    2.9092   2.9092   2.9295   2.9295   2.9432   2.9432   2.9670   2.9670
    2.9756   2.9756   2.9782   2.9782   2.9892   2.9892   3.0383   3.0383
    3.1279   3.1279   3.1378   3.1378   3.1546   3.1546   3.1560   3.1560
    3.1572   3.1572   3.1915   3.1915   3.2409   3.2409   3.2503   3.2503
    3.2664   3.2664   3.2988   3.2988   3.3403   3.3403   3.3631   3.3631
    3.3935   3.3935   3.4297   3.4297   3.4383   3.4383   3.4418   3.4418
    3.4469   3.4469   3.4755   3.4755   3.5233   3.5233   3.5545   3.5545
    3.6133   3.6133   3.7290   3.7290   3.7349   3.7349   3.7602   3.7602
    4.9462   4.9462   4.9839   4.9839   4.9992   4.9992   5.0253   5.0253
    5.0572   5.0572   5.1160   5.1160   5.1456   5.1456   5.2307   5.2307
    5.2539   5.2539   5.2905   5.2905   5.3359   5.3359   5.3451   5.3451
    5.3727   5.3727   5.3973   5.3973   5.5342   5.5342   5.6083   5.6083
    5.8598   5.8598   5.8714   5.8714   5.9211   5.9211   5.9408   5.9408
    5.9933   5.9933   6.0322   6.0322   6.0804   6.0804   6.2406   6.2406
    6.2536   6.2536   6.2587   6.2587   6.2800   6.2800   6.3185   6.3185
    6.3292   6.3292   6.3977   6.3977   6.5224   6.5224   6.5588   6.5588
    6.6118   6.6118   6.6541   6.6541   6.6652   6.6652   6.7363   6.7363
    6.7714   6.7714   6.7806   6.7806   6.8232   6.8232   6.8618   6.8618
    6.8735   6.8735   6.8789   6.8789   6.9320   6.9320   7.0087   7.0087
    7.0285   7.0285   7.0496   7.0496   7.0635   7.0635   7.1009   7.1009
    7.1190   7.1190   7.1440   7.1440   7.2369   7.2369   7.2549   7.2549
    7.2811   7.2811   7.2812   7.2812   7.3139   7.3139   7.3882   7.3882
    7.4119   7.4119   7.4657   7.4657   7.4887   7.4887   7.5625   7.5625
    7.5929   7.5929   7.6107   7.6107   7.6525   7.6525   7.6915   7.6915
    7.6918   7.6918   7.7137   7.7137   7.8292   7.8292   7.8412   7.8412
    7.8772   7.8772   7.9676   7.9676   7.9797   7.9797   7.9896   7.9896
    8.0992   8.0992   8.1114   8.1114   8.2503   8.2503   8.3075   8.3075
    8.3763   8.3763   8.3812   8.3812   8.3896   8.3896   8.4344   8.4344
    8.4545   8.4545   8.5189   8.5189   8.5225   8.5225   8.5334   8.5334
    8.5813   8.5813   8.6830   8.6830   8.6832   8.6832   8.7792   8.7792
    8.8492   8.8492   8.8921   8.8921   8.9221   8.9221   8.9418   8.9418
    8.9454   8.9454   9.0331   9.0331   9.0357   9.0357   9.0602   9.0602
    9.1924   9.1924   9.3212   9.3212   9.3424   9.3424   9.3559   9.3559
    9.3649   9.3649   9.4788   9.4788   9.5081   9.5081   9.5346   9.5346
    9.5471   9.5471   9.6455   9.6455   9.6859   9.6859   9.7182   9.7182
   11.8705  11.8705  11.8818  11.8818  11.9165  11.9165  11.9603  11.9603
   11.9637  11.9637  11.9658  11.9658  11.9740  11.9740  11.9746  11.9746
   11.9911  11.9911  11.9929  11.9929  12.0073  12.0073  12.0346  12.0346
   12.0679  12.0679  12.0829  12.0829  12.1168  12.1168  12.1181  12.1181
   12.1356  12.1356  12.1557  12.1557  12.1874  12.1874  12.2163  12.2163
   12.2252  12.2252  12.2321  12.2321  12.2428  12.2428  12.2448  12.2448
   12.2557  12.2557  12.2582  12.2582  12.2865  12.2865  12.3130  12.3130
   12.3172  12.3172  12.3333  12.3333  12.3548  12.3548  12.3611  12.3611
   12.3791  12.3791  12.3849  12.3849  12.4265  12.4265  12.4418  12.4418
   12.4542  12.4542  12.4589  12.4589  12.5236  12.5236  12.5578  12.5578
   12.5727  12.5727  12.5747  12.5747  12.5983  12.5983  12.6063  12.6063
   12.6069  12.6069  12.6151  12.6151  12.6748  12.6748  12.6805  12.6805
   12.6901  12.6901  12.6906  12.6906  12.7449  12.7449  12.7553  12.7553
   12.7716  12.7716  12.7760  12.7760  12.8015  12.8015  12.8128  12.8128
   12.8220  12.8220  12.8288  12.8288  12.8377  12.8377  12.8591  12.8591

    occupation numbers
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000   1.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000
    0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000   0.0000

    the Fermi energy is    10.7672 ev






Output text



<comment class="example.output" id="eigenvalues">
     <module cmlx:templateRef="eigenvalues">
           <list dictRef="spin" id="spin">
              <scalar dataType="xsd:string" dictRef="cc:spin">1</scalar>
              <array dictRef="cc:serial" size="4">1 2 3 4</array>
              <array dataType="xsd:double" dictRef="cc:coords" size="12">0.0000 0.0000 0.0000 0.0000 -0.5774 0.0000 0.5000 -0.2887 0.0000 -0.5000 -0.2887 0.0000</array>
              <array dataType="xsd:double" dictRef="cc:eigen" size="2880">-81.4423 -81.4422 -81.4421 -81.4418 -81.4418 -81.4418 -81.4417 -81.4417 -81.4417 -81.4416 -81.4416 -81.4416 -81.4407 -81.4407 -81.4407 -81.4407 -81.4407 -81.4407 -81.4407 -81.4407 -81.4407 -81.4395 -81.4395 -81.4395 -75.8960 -75.8960 -75.8959 -75.8956 -75.8956 -75.8956 -75.8951 -75.8951 -75.8951 -75.8951 -75.8951 -75.8951 -75.8940 -75.8940 -75.8940 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8925 -75.8925 -75.8924 -47.3958 -47.3958 -47.3956 -47.3952 -47.3952 -47.3952 -47.3950 -47.3950 -47.3950 -47.3950 -47.3950 -47.3950 -47.3942 -47.3942 -47.3942 -47.3942 -47.3942 -47.3942 -47.3942 -47.3942 -47.3942 -47.3933 -47.3933 -47.3932 -47.3400 -47.3400 -47.3400 -47.3399 -47.3399 -47.3399 -47.3399 -47.3399 -47.3399 -47.3390 -47.3390 -47.3390 -47.3390 -47.3390 -47.3390 -47.3340 -47.3340 -47.3340 -47.3340 -47.3340 -47.3340 -47.3340 -47.3340 -47.3340 -47.3259 -47.3259 -47.3259 -47.3259 -47.3259 -47.3259 -47.3259 -47.3259 -47.3259 -47.3218 -47.3218 -47.3218 -47.3218 -47.3217 -47.3217 -47.3204 -47.3204 -47.3204 -47.3204 -47.3204 -47.3204 -47.3204 -47.3204 -47.3204 -42.0224 -42.0224 -42.0224 -42.0223 -42.0223 -42.0223 -42.0223 -42.0223 -42.0223 -42.0220 -42.0220 -42.0220 -42.0206 -42.0206 -42.0206 -42.0206 -42.0206 -42.0206 -42.0202 -42.0202 -42.0202 -42.0188 -42.0188 -42.0188 -42.0188 -42.0188 -42.0188 -42.0184 -42.0184 -42.0184 -42.0184 -42.0180 -42.0180 -42.0169 -42.0169 -42.0169 -42.0169 -42.0169 -42.0169 -42.0093 -42.0093 -42.0093 -42.0092 -42.0092 -42.0092 -42.0092 -42.0092 -42.0092 -41.9986 -41.9986 -41.9986 -41.9986 -41.9986 -41.9986 -41.9986 -41.9986 -41.9986 -41.9932 -41.9932 -41.9930 -41.9930 -41.9930 -41.9930 -41.9914 -41.9914 -41.9914 -41.9914 -41.9914 -41.9914 -41.9914 -41.9914 -41.9914 -8.6917 -8.3768 -8.3768 -8.0905 -8.0905 -8.0905 -8.0498 -8.0498 -8.0498 -8.0498 -8.0498 -8.0498 -7.8563 -7.8563 -7.8563 -7.8563 -7.8563 -7.8563 -7.6710 -7.6709 -7.6351 -7.6351 -7.6351 -7.5160 -7.5160 -7.5160 -7.5160 -7.5160 -7.5160 -7.4890 -7.4890 -7.4890 -7.4549 -7.4549 -7.4549 -7.4099 -7.4099 -7.4099 -7.4099 -7.4099 -7.4099 -7.3772 -7.3772 -7.3772 -7.3772 -7.3687 -7.3687 -7.3139 -7.3139 -7.3139 -7.2700 -7.2700 -7.2700 -7.2633 -7.2266 -7.2266 -7.2266 -7.2266 -7.2266 -7.2266 -7.2247 -7.2247 -7.2111 -7.2111 -7.2111 -7.2110 -7.1781 -7.1781 -7.1781 -7.1781 -7.1781 -7.1781 2.1024 2.1024 2.1024 2.2406 2.2813 2.2813 2.2813 2.2813 2.2813 2.2813 2.3529 2.3529 2.3529 2.3529 2.3529 2.3529 2.4305 2.4305 2.4305 2.5282 2.5282 2.6144 2.6144 2.6144 2.6144 2.6144 2.6144 2.6952 2.6952 2.6952 2.6952 2.6965 2.6965 2.7491 2.7491 2.7612 2.7612 2.7612 2.7646 2.7646 2.7646 2.8143 2.8143 2.8143 2.8157 2.8157 2.8157 2.8157 2.8157 2.8157 2.8225 2.8225 2.8225 2.8225 2.8225 2.8225 2.8376 2.8376 2.8376 2.8376 2.9129 2.9129 2.9129 2.9129 2.9129 2.9129 2.9389 2.9389 2.9389 3.0819 3.0819 3.0819 3.0819 3.1237 3.1237 3.1271 3.1271 3.2729 3.3145 3.3145 3.3145 3.3145 3.3145 3.3145 3.3178 3.3178 3.3178 3.3258 3.3258 3.3258 3.4098 3.4098 3.4098 3.4098 3.4098 3.4098 3.4243 3.4244 3.4244 3.4244 3.4300 3.4300 3.4300 3.4702 3.4702 3.4702 3.4702 3.4702 3.4702 3.5298 3.5298 3.5934 3.5934 3.5934 3.7219 3.7219 3.7219 3.7219 3.7219 3.7219 4.7845 4.9137 4.9137 4.9209 4.9209 4.9209 4.9209 4.9209 4.9209 5.0673 5.0673 5.0673 5.2228 5.2228 5.2228 5.2228 5.2228 5.2228 5.2498 5.2498 5.2498 5.3023 5.4130 5.4130 5.4130 5.4130 5.4130 5.4130 5.5365 5.5365 5.6733 5.6733 5.9361 5.9361 5.9361 5.9361 5.9845 5.9845 5.9845 6.1015 6.1015 6.1015 6.1534 6.1534 6.1534 6.1534 6.1534 6.1534 6.1667 6.1667 6.1977 6.3625 6.3625 6.3625 6.3625 6.3625 6.3625 6.5100 6.5100 6.5100 6.5531 6.5531 6.5531 6.5531 6.5531 6.5531 6.6723 6.6723 6.6723 6.7152 6.7152 6.8044 6.8044 6.8044 6.8044 6.8044 6.8044 6.8289 6.8289 6.8289 6.8289 6.8705 6.8705 6.8705 7.0423 7.0528 7.0528 7.0647 7.0648 7.0648 7.0648 7.0648 7.0648 7.0973 7.2135 7.2135 7.2135 7.2398 7.2398 7.2399 7.3159 7.3159 7.3159 7.3159 7.3159 7.3159 7.3339 7.3339 7.3339 7.3339 7.3568 7.3568 7.3848 7.3848 7.3848 7.3848 7.3848 7.3848 7.4322 7.4322 7.4789 7.4789 7.4789 7.6095 7.6095 7.6095 7.7798 7.7798 7.7798 7.7798 7.7798 7.7798 7.8631 7.8631 7.8676 7.8676 7.8676 7.9598 7.9598 7.9598 7.9598 7.9761 7.9761 7.9761 7.9761 7.9761 7.9761 8.0045 8.0045 8.0560 8.0560 8.0560 8.3420 8.3420 8.3420 8.3420 8.3420 8.3420 8.3485 8.3485 8.3485 8.6122 8.6122 8.6122 8.6122 8.6122 8.6122 8.7003 8.7003 8.7003 8.7362 8.7362 8.7362 8.7362 8.7362 8.7362 8.8700 8.8700 8.8700 8.9389 8.9389 8.9389 8.9389 8.9533 9.0545 9.0545 9.0545 9.0545 9.0545 9.0545 9.2802 9.2802 9.2802 9.3398 9.3398 9.3398 9.3398 9.3398 9.3398 9.3784 9.3784 9.3887 9.3887 9.4347 9.4347 9.4347 9.6146 9.6146 9.6146 9.6146 9.6334 9.6334 9.6334 9.6334 9.6334 9.6334 11.8185 11.8185 11.8185 11.8524 11.8524 11.8524 11.8524 11.8524 11.8524 11.9889 11.9889 11.9889 11.9889 11.9889 11.9889 12.0333 12.0333 12.0333 12.0389 12.0797 12.0797 12.0823 12.0823 12.0823 12.0823 12.1349 12.1349 12.1349 12.1349 12.1349 12.1349 12.1776 12.1776 12.1776 12.1833 12.1833 12.1833 12.1833 12.1833 12.1833 12.1843 12.1843 12.2104 12.2104 12.2104 12.2515 12.2515 12.3091 12.3091 12.3091 12.3091 12.3091 12.3091 12.3318 12.3318 12.3318 12.3480 12.3480 12.3511 12.3649 12.3649 12.3649 12.3649 12.3732 12.3732 12.3732 12.4209 12.4209 12.4209 12.4209 12.4209 12.4209 12.4327 12.4327 12.4327 12.4850 12.4850 12.4850 12.4850 12.4850 12.4850 12.5838 12.5838 12.5838 12.5838 12.6137 12.6137 12.6379 12.6379 12.6379 12.6379 12.6379 12.6379 12.6847 12.6847 12.6847 12.7443 12.7443 12.7443 12.7443 12.7443 12.7443 12.7632 12.7632 12.7632 12.7882 12.7882 12.7882 12.7882 12.7882 12.7882 12.8320 12.8320 12.8320 12.8419 12.8419 12.8419 12.8419 12.9095 12.9095 -81.4420 -81.4420 -81.4420 -81.4420 -81.4420 -81.4420 -81.4417 -81.4417 -81.4417 -81.4417 -81.4415 -81.4415 -81.4408 -81.4408 -81.4408 -81.4408 -81.4407 -81.4407 -81.4401 -81.4401 -81.4401 -81.4401 -81.4400 -81.4400 -75.8959 -75.8959 -75.8958 -75.8958 -75.8956 -75.8956 -75.8954 -75.8954 -75.8954 -75.8954 -75.8950 -75.8950 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8931 -75.8931 -75.8930 -75.8930 -75.8929 -75.8929 -47.3956 -47.3956 -47.3956 -47.3956 -47.3954 -47.3954 -47.3951 -47.3951 -47.3951 -47.3951 -47.3949 -47.3949 -47.3943 -47.3943 -47.3942 -47.3942 -47.3942 -47.3942 -47.3937 -47.3937 -47.3936 -47.3936 -47.3936 -47.3936 -47.3403 -47.3403 -47.3402 -47.3402 -47.3402 -47.3402 -47.3395 -47.3395 -47.3395 -47.3395 -47.3395 -47.3395 -47.3369 -47.3369 -47.3369 -47.3369 -47.3369 -47.3369 -47.3331 -47.3331 -47.3331 -47.3331 -47.3331 -47.3331 -47.3268 -47.3268 -47.3268 -47.3268 -47.3268 -47.3268 -47.3234 -47.3234 -47.3234 -47.3234 -47.3234 -47.3234 -47.3210 -47.3210 -47.3210 -47.3210 -47.3210 -47.3210 -47.3201 -47.3201 -47.3201 -47.3201 -47.3201 -47.3201 -42.0226 -42.0226 -42.0226 -42.0226 -42.0226 -42.0226 -42.0222 -42.0222 -42.0222 -42.0222 -42.0221 -42.0221 -42.0207 -42.0207 -42.0203 -42.0203 -42.0203 -42.0203 -42.0194 -42.0194 -42.0192 -42.0192 -42.0191 -42.0191 -42.0191 -42.0191 -42.0190 -42.0190 -42.0190 -42.0190 -42.0179 -42.0179 -42.0179 -42.0179 -42.0177 -42.0177 -42.0134 -42.0134 -42.0134 -42.0134 -42.0133 -42.0133 -42.0083 -42.0083 -42.0082 -42.0082 -42.0082 -42.0082 -41.9998 -41.9998 -41.9998 -41.9998 -41.9998 -41.9998 -41.9953 -41.9953 -41.9953 -41.9953 -41.9952 -41.9952 -41.9923 -41.9923 -41.9922 -41.9922 -41.9922 -41.9922 -41.9910 -41.9910 -41.9910 -41.9910 -41.9909 -41.9909 -8.5013 -8.5013 -8.2503 -8.2503 -8.2290 -8.2290 -8.1798 -8.1798 -8.0521 -8.0521 -8.0194 -8.0194 -7.7727 -7.7727 -7.7624 -7.7624 -7.7312 -7.7312 -7.7039 -7.7039 -7.6475 -7.6475 -7.5555 -7.5555 -7.4787 -7.4787 -7.4782 -7.4782 -7.4753 -7.4753 -7.4659 -7.4659 -7.4627 -7.4627 -7.4491 -7.4491 -7.4368 -7.4368 -7.4168 -7.4168 -7.3957 -7.3957 -7.3611 -7.3611 -7.3469 -7.3469 -7.3434 -7.3434 -7.3431 -7.3431 -7.3129 -7.3129 -7.2690 -7.2690 -7.2565 -7.2565 -7.2556 -7.2556 -7.2497 -7.2497 -7.2270 -7.2270 -7.2226 -7.2226 -7.2108 -7.2108 -7.1784 -7.1784 -7.1780 -7.1780 -7.1685 -7.1685 2.1738 2.1738 2.1855 2.1855 2.2380 2.2380 2.2892 2.2892 2.2993 2.2993 2.4066 2.4066 2.4409 2.4409 2.4412 2.4412 2.4510 2.4510 2.4993 2.4993 2.5206 2.5206 2.5638 2.5638 2.5715 2.5715 2.5776 2.5776 2.5798 2.5798 2.5890 2.5890 2.6193 2.6193 2.6587 2.6587 2.7227 2.7227 2.7413 2.7413 2.7417 2.7417 2.7884 2.7884 2.8194 2.8194 2.8429 2.8429 2.8965 2.8965 2.8991 2.8991 2.9068 2.9068 2.9072 2.9072 2.9265 2.9265 2.9540 2.9540 2.9582 2.9582 2.9937 2.9937 2.9951 2.9951 2.9981 2.9981 3.0225 3.0225 3.0629 3.0629 3.1564 3.1564 3.1619 3.1619 3.1662 3.1662 3.1738 3.1738 3.1854 3.1854 3.2103 3.2103 3.2492 3.2492 3.2527 3.2527 3.2797 3.2797 3.2996 3.2996 3.3608 3.3608 3.3778 3.3778 3.3937 3.3937 3.4345 3.4345 3.4449 3.4449 3.4463 3.4463 3.4472 3.4472 3.4873 3.4873 3.5313 3.5313 3.5672 3.5672 3.6299 3.6299 3.7324 3.7324 3.7396 3.7396 3.7677 3.7677 4.9673 4.9673 4.9987 4.9987 5.0116 5.0116 5.0224 5.0224 5.0737 5.0737 5.1164 5.1164 5.1582 5.1582 5.2474 5.2474 5.2694 5.2694 5.2813 5.2813 5.3439 5.3439 5.3489 5.3489 5.3947 5.3947 5.4229 5.4229 5.5584 5.5584 5.6108 5.6108 5.8542 5.8542 5.8627 5.8627 5.9351 5.9351 5.9487 5.9487 6.0048 6.0048 6.0366 6.0366 6.0793 6.0793 6.2513 6.2513 6.2649 6.2649 6.2717 6.2717 6.3079 6.3079 6.3160 6.3160 6.3360 6.3360 6.4079 6.4079 6.5724 6.5724 6.5762 6.5762 6.6215 6.6215 6.6707 6.6707 6.7105 6.7105 6.7621 6.7621 6.7775 6.7775 6.8171 6.8171 6.8563 6.8563 6.8720 6.8720 6.8959 6.8959 6.9091 6.9091 6.9430 6.9430 7.0333 7.0333 7.0412 7.0412 7.0568 7.0568 7.0819 7.0819 7.1040 7.1040 7.1373 7.1373 7.1901 7.1901 7.2740 7.2740 7.2783 7.2783 7.3018 7.3018 7.3113 7.3113 7.3383 7.3383 7.4173 7.4173 7.4398 7.4398 7.4817 7.4817 7.4977 7.4977 7.5689 7.5689 7.5940 7.5940 7.6041 7.6041 7.6519 7.6519 7.7072 7.7072 7.7311 7.7311 7.7443 7.7443 7.8657 7.8657 7.8711 7.8711 7.8802 7.8802 7.9394 7.9394 7.9769 7.9769 7.9908 7.9908 8.0770 8.0770 8.1138 8.1138 8.2542 8.2542 8.3266 8.3266 8.3758 8.3758 8.3774 8.3774 8.4007 8.4007 8.4506 8.4506 8.4667 8.4667 8.5241 8.5241 8.5389 8.5389 8.5472 8.5472 8.5913 8.5913 8.6753 8.6753 8.6827 8.6827 8.7694 8.7694 8.8555 8.8555 8.8818 8.8818 8.9254 8.9254 8.9353 8.9353 8.9439 8.9439 9.0037 9.0037 9.0483 9.0483 9.0579 9.0579 9.1728 9.1728 9.3128 9.3128 9.3442 9.3442 9.3450 9.3450 9.3582 9.3582 9.4570 9.4570 9.5205 9.5205 9.5392 9.5392 9.5612 9.5612 9.6493 9.6493 9.6912 9.6912 9.7340 9.7340 11.8785 11.8785 11.8904 11.8904 11.9270 11.9270 11.9621 11.9621 11.9707 11.9707 11.9785 11.9785 11.9794 11.9794 11.9883 11.9883 12.0023 12.0023 12.0028 12.0028 12.0239 12.0239 12.0536 12.0536 12.0818 12.0818 12.0924 12.0924 12.1255 12.1255 12.1345 12.1345 12.1390 12.1390 12.1698 12.1698 12.1931 12.1931 12.2231 12.2231 12.2313 12.2313 12.2470 12.2470 12.2510 12.2510 12.2540 12.2540 12.2653 12.2653 12.2688 12.2688 12.3037 12.3037 12.3141 12.3141 12.3238 12.3238 12.3406 12.3406 12.3671 12.3671 12.3681 12.3681 12.3897 12.3897 12.3950 12.3950 12.4346 12.4346 12.4559 12.4559 12.4643 12.4643 12.4735 12.4735 12.5270 12.5270 12.5534 12.5534 12.5760 12.5760 12.5836 12.5836 12.5956 12.5956 12.6003 12.6003 12.6156 12.6156 12.6196 12.6196 12.6747 12.6747 12.6850 12.6850 12.6886 12.6886 12.6917 12.6917 12.7499 12.7499 12.7652 12.7652 12.7732 12.7732 12.7825 12.7825 12.8099 12.8099 12.8122 12.8122 12.8298 12.8298 12.8300 12.8300 12.8401 12.8401 12.8674 12.8674 -81.4420 -81.4420 -81.4420 -81.4420 -81.4420 -81.4420 -81.4417 -81.4417 -81.4417 -81.4417 -81.4415 -81.4415 -81.4408 -81.4408 -81.4408 -81.4408 -81.4407 -81.4407 -81.4401 -81.4401 -81.4401 -81.4401 -81.4400 -81.4400 -75.8959 -75.8959 -75.8958 -75.8958 -75.8956 -75.8956 -75.8954 -75.8954 -75.8954 -75.8954 -75.8950 -75.8950 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8931 -75.8931 -75.8930 -75.8930 -75.8929 -75.8929 -47.3956 -47.3956 -47.3956 -47.3956 -47.3954 -47.3954 -47.3951 -47.3951 -47.3951 -47.3951 -47.3949 -47.3949 -47.3943 -47.3943 -47.3942 -47.3942 -47.3942 -47.3942 -47.3937 -47.3937 -47.3936 -47.3936 -47.3936 -47.3936 -47.3403 -47.3403 -47.3402 -47.3402 -47.3402 -47.3402 -47.3395 -47.3395 -47.3395 -47.3395 -47.3395 -47.3395 -47.3369 -47.3369 -47.3369 -47.3369 -47.3369 -47.3369 -47.3331 -47.3331 -47.3331 -47.3331 -47.3331 -47.3331 -47.3268 -47.3268 -47.3268 -47.3268 -47.3268 -47.3268 -47.3235 -47.3235 -47.3234 -47.3234 -47.3234 -47.3234 -47.3210 -47.3210 -47.3210 -47.3210 -47.3210 -47.3210 -47.3201 -47.3201 -47.3201 -47.3201 -47.3201 -47.3201 -42.0226 -42.0226 -42.0226 -42.0226 -42.0226 -42.0226 -42.0222 -42.0222 -42.0222 -42.0222 -42.0221 -42.0221 -42.0207 -42.0207 -42.0203 -42.0203 -42.0203 -42.0203 -42.0194 -42.0194 -42.0192 -42.0192 -42.0191 -42.0191 -42.0191 -42.0191 -42.0190 -42.0190 -42.0190 -42.0190 -42.0179 -42.0179 -42.0179 -42.0179 -42.0177 -42.0177 -42.0134 -42.0134 -42.0134 -42.0134 -42.0133 -42.0133 -42.0083 -42.0083 -42.0082 -42.0082 -42.0082 -42.0082 -41.9998 -41.9998 -41.9998 -41.9998 -41.9998 -41.9998 -41.9953 -41.9953 -41.9953 -41.9953 -41.9952 -41.9952 -41.9923 -41.9923 -41.9922 -41.9922 -41.9922 -41.9922 -41.9910 -41.9910 -41.9910 -41.9910 -41.9909 -41.9909 -8.5013 -8.5013 -8.2503 -8.2503 -8.2290 -8.2290 -8.1798 -8.1798 -8.0521 -8.0521 -8.0194 -8.0194 -7.7727 -7.7727 -7.7624 -7.7624 -7.7312 -7.7312 -7.7039 -7.7039 -7.6475 -7.6475 -7.5555 -7.5555 -7.4787 -7.4787 -7.4782 -7.4782 -7.4753 -7.4753 -7.4659 -7.4659 -7.4627 -7.4627 -7.4491 -7.4491 -7.4368 -7.4368 -7.4168 -7.4168 -7.3957 -7.3957 -7.3611 -7.3611 -7.3469 -7.3469 -7.3434 -7.3434 -7.3431 -7.3431 -7.3129 -7.3129 -7.2690 -7.2690 -7.2565 -7.2565 -7.2556 -7.2556 -7.2497 -7.2497 -7.2270 -7.2270 -7.2226 -7.2226 -7.2108 -7.2108 -7.1784 -7.1784 -7.1780 -7.1780 -7.1685 -7.1685 2.1738 2.1738 2.1855 2.1855 2.2380 2.2380 2.2892 2.2892 2.2993 2.2993 2.4066 2.4066 2.4409 2.4409 2.4412 2.4412 2.4510 2.4510 2.4993 2.4993 2.5206 2.5206 2.5638 2.5638 2.5715 2.5715 2.5776 2.5776 2.5798 2.5798 2.5890 2.5890 2.6193 2.6193 2.6587 2.6587 2.7227 2.7227 2.7413 2.7413 2.7417 2.7417 2.7884 2.7884 2.8194 2.8194 2.8429 2.8429 2.8965 2.8965 2.8991 2.8991 2.9068 2.9068 2.9072 2.9072 2.9265 2.9265 2.9540 2.9540 2.9582 2.9582 2.9937 2.9937 2.9951 2.9951 2.9981 2.9981 3.0225 3.0225 3.0629 3.0629 3.1564 3.1564 3.1619 3.1619 3.1662 3.1662 3.1738 3.1738 3.1854 3.1854 3.2103 3.2103 3.2492 3.2492 3.2527 3.2527 3.2797 3.2797 3.2996 3.2996 3.3608 3.3608 3.3778 3.3778 3.3937 3.3937 3.4345 3.4345 3.4449 3.4449 3.4463 3.4463 3.4472 3.4472 3.4873 3.4873 3.5313 3.5313 3.5672 3.5672 3.6299 3.6299 3.7324 3.7324 3.7396 3.7396 3.7677 3.7677 4.9673 4.9673 4.9987 4.9987 5.0116 5.0116 5.0224 5.0224 5.0737 5.0737 5.1164 5.1164 5.1582 5.1582 5.2474 5.2474 5.2694 5.2694 5.2813 5.2813 5.3439 5.3439 5.3489 5.3489 5.3947 5.3947 5.4229 5.4229 5.5584 5.5584 5.6108 5.6108 5.8542 5.8542 5.8627 5.8627 5.9351 5.9351 5.9487 5.9487 6.0048 6.0048 6.0366 6.0366 6.0793 6.0793 6.2513 6.2513 6.2649 6.2649 6.2717 6.2717 6.3079 6.3079 6.3160 6.3160 6.3360 6.3360 6.4079 6.4079 6.5724 6.5724 6.5762 6.5762 6.6215 6.6215 6.6707 6.6707 6.7105 6.7105 6.7621 6.7621 6.7775 6.7775 6.8171 6.8171 6.8563 6.8563 6.8720 6.8720 6.8959 6.8959 6.9091 6.9091 6.9430 6.9430 7.0333 7.0333 7.0412 7.0412 7.0568 7.0568 7.0819 7.0819 7.1040 7.1040 7.1373 7.1373 7.1901 7.1901 7.2740 7.2740 7.2783 7.2783 7.3018 7.3018 7.3113 7.3113 7.3383 7.3383 7.4173 7.4173 7.4398 7.4398 7.4817 7.4817 7.4977 7.4977 7.5689 7.5689 7.5940 7.5940 7.6041 7.6041 7.6519 7.6519 7.7072 7.7072 7.7311 7.7311 7.7443 7.7443 7.8657 7.8657 7.8711 7.8711 7.8802 7.8802 7.9394 7.9394 7.9769 7.9769 7.9908 7.9908 8.0770 8.0770 8.1138 8.1138 8.2542 8.2542 8.3266 8.3266 8.3758 8.3758 8.3774 8.3774 8.4007 8.4007 8.4506 8.4506 8.4667 8.4667 8.5241 8.5241 8.5389 8.5389 8.5472 8.5472 8.5913 8.5913 8.6753 8.6753 8.6827 8.6827 8.7694 8.7694 8.8555 8.8555 8.8818 8.8818 8.9254 8.9254 8.9353 8.9353 8.9439 8.9439 9.0037 9.0037 9.0483 9.0483 9.0579 9.0579 9.1728 9.1728 9.3128 9.3128 9.3442 9.3442 9.3450 9.3450 9.3582 9.3582 9.4570 9.4570 9.5205 9.5205 9.5392 9.5392 9.5612 9.5612 9.6493 9.6493 9.6912 9.6912 9.7340 9.7340 11.8785 11.8785 11.8904 11.8904 11.9270 11.9270 11.9621 11.9621 11.9707 11.9707 11.9785 11.9785 11.9794 11.9794 11.9883 11.9883 12.0023 12.0023 12.0028 12.0028 12.0239 12.0239 12.0536 12.0536 12.0818 12.0818 12.0924 12.0924 12.1255 12.1255 12.1345 12.1345 12.1390 12.1390 12.1698 12.1698 12.1931 12.1931 12.2231 12.2231 12.2313 12.2313 12.2470 12.2470 12.2510 12.2510 12.2540 12.2540 12.2653 12.2653 12.2688 12.2688 12.3037 12.3037 12.3141 12.3141 12.3238 12.3238 12.3406 12.3406 12.3671 12.3671 12.3681 12.3681 12.3897 12.3897 12.3950 12.3950 12.4346 12.4346 12.4559 12.4559 12.4643 12.4643 12.4735 12.4735 12.5270 12.5270 12.5534 12.5534 12.5760 12.5760 12.5836 12.5836 12.5956 12.5956 12.6003 12.6003 12.6156 12.6156 12.6196 12.6196 12.6747 12.6747 12.6850 12.6850 12.6886 12.6886 12.6917 12.6917 12.7499 12.7499 12.7652 12.7652 12.7732 12.7732 12.7825 12.7825 12.8099 12.8099 12.8122 12.8122 12.8298 12.8298 12.8300 12.8300 12.8401 12.8401 12.8674 12.8674 -81.4420 -81.4420 -81.4420 -81.4420 -81.4420 -81.4420 -81.4417 -81.4417 -81.4417 -81.4417 -81.4415 -81.4415 -81.4408 -81.4408 -81.4408 -81.4408 -81.4407 -81.4407 -81.4401 -81.4401 -81.4401 -81.4401 -81.4400 -81.4400 -75.8959 -75.8959 -75.8958 -75.8958 -75.8956 -75.8956 -75.8954 -75.8954 -75.8954 -75.8954 -75.8950 -75.8950 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8939 -75.8931 -75.8931 -75.8930 -75.8930 -75.8929 -75.8929 -47.3956 -47.3956 -47.3956 -47.3956 -47.3954 -47.3954 -47.3951 -47.3951 -47.3951 -47.3951 -47.3949 -47.3949 -47.3943 -47.3943 -47.3942 -47.3942 -47.3942 -47.3942 -47.3937 -47.3937 -47.3936 -47.3936 -47.3936 -47.3936 -47.3403 -47.3403 -47.3402 -47.3402 -47.3402 -47.3402 -47.3395 -47.3395 -47.3395 -47.3395 -47.3395 -47.3395 -47.3369 -47.3369 -47.3369 -47.3369 -47.3369 -47.3369 -47.3331 -47.3331 -47.3331 -47.3331 -47.3331 -47.3331 -47.3268 -47.3268 -47.3268 -47.3268 -47.3268 -47.3268 -47.3235 -47.3235 -47.3234 -47.3234 -47.3234 -47.3234 -47.3210 -47.3210 -47.3210 -47.3210 -47.3210 -47.3210 -47.3201 -47.3201 -47.3201 -47.3201 -47.3201 -47.3201 -42.0226 -42.0226 -42.0226 -42.0226 -42.0226 -42.0226 -42.0222 -42.0222 -42.0222 -42.0222 -42.0221 -42.0221 -42.0207 -42.0207 -42.0203 -42.0203 -42.0203 -42.0203 -42.0194 -42.0194 -42.0192 -42.0192 -42.0191 -42.0191 -42.0191 -42.0191 -42.0190 -42.0190 -42.0190 -42.0190 -42.0179 -42.0179 -42.0179 -42.0179 -42.0177 -42.0177 -42.0134 -42.0134 -42.0134 -42.0134 -42.0133 -42.0133 -42.0083 -42.0083 -42.0082 -42.0082 -42.0082 -42.0082 -41.9998 -41.9998 -41.9998 -41.9998 -41.9998 -41.9998 -41.9953 -41.9953 -41.9953 -41.9953 -41.9952 -41.9952 -41.9923 -41.9923 -41.9922 -41.9922 -41.9922 -41.9922 -41.9910 -41.9910 -41.9910 -41.9910 -41.9909 -41.9909 -8.5013 -8.5013 -8.2503 -8.2503 -8.2290 -8.2290 -8.1798 -8.1798 -8.0521 -8.0521 -8.0194 -8.0194 -7.7727 -7.7727 -7.7624 -7.7624 -7.7312 -7.7312 -7.7039 -7.7039 -7.6475 -7.6475 -7.5555 -7.5555 -7.4787 -7.4787 -7.4782 -7.4782 -7.4753 -7.4753 -7.4659 -7.4659 -7.4627 -7.4627 -7.4491 -7.4491 -7.4368 -7.4368 -7.4168 -7.4168 -7.3957 -7.3957 -7.3611 -7.3611 -7.3469 -7.3469 -7.3434 -7.3434 -7.3431 -7.3431 -7.3129 -7.3129 -7.2690 -7.2690 -7.2565 -7.2565 -7.2556 -7.2556 -7.2497 -7.2497 -7.2270 -7.2270 -7.2226 -7.2226 -7.2108 -7.2108 -7.1784 -7.1784 -7.1780 -7.1780 -7.1685 -7.1685 2.1738 2.1738 2.1855 2.1855 2.2380 2.2380 2.2892 2.2892 2.2993 2.2993 2.4066 2.4066 2.4409 2.4409 2.4412 2.4412 2.4510 2.4510 2.4993 2.4993 2.5206 2.5206 2.5638 2.5638 2.5715 2.5715 2.5776 2.5776 2.5798 2.5798 2.5890 2.5890 2.6193 2.6193 2.6587 2.6587 2.7227 2.7227 2.7413 2.7413 2.7417 2.7417 2.7884 2.7884 2.8194 2.8194 2.8429 2.8429 2.8965 2.8965 2.8991 2.8991 2.9068 2.9068 2.9072 2.9072 2.9265 2.9265 2.9540 2.9540 2.9582 2.9582 2.9937 2.9937 2.9951 2.9951 2.9981 2.9981 3.0225 3.0225 3.0629 3.0629 3.1564 3.1564 3.1619 3.1619 3.1662 3.1662 3.1738 3.1738 3.1854 3.1854 3.2103 3.2103 3.2492 3.2492 3.2527 3.2527 3.2797 3.2797 3.2996 3.2996 3.3608 3.3608 3.3778 3.3778 3.3937 3.3937 3.4345 3.4345 3.4449 3.4449 3.4463 3.4463 3.4472 3.4472 3.4873 3.4873 3.5313 3.5313 3.5672 3.5672 3.6299 3.6299 3.7324 3.7324 3.7396 3.7396 3.7677 3.7677 4.9673 4.9673 4.9987 4.9987 5.0116 5.0116 5.0224 5.0224 5.0737 5.0737 5.1164 5.1164 5.1582 5.1582 5.2474 5.2474 5.2694 5.2694 5.2813 5.2813 5.3439 5.3439 5.3489 5.3489 5.3947 5.3947 5.4229 5.4229 5.5584 5.5584 5.6108 5.6108 5.8542 5.8542 5.8627 5.8627 5.9351 5.9351 5.9487 5.9487 6.0048 6.0048 6.0366 6.0366 6.0793 6.0793 6.2513 6.2513 6.2649 6.2649 6.2717 6.2717 6.3079 6.3079 6.3160 6.3160 6.3360 6.3360 6.4079 6.4079 6.5724 6.5724 6.5762 6.5762 6.6215 6.6215 6.6707 6.6707 6.7105 6.7105 6.7621 6.7621 6.7775 6.7775 6.8171 6.8171 6.8563 6.8563 6.8720 6.8720 6.8959 6.8959 6.9091 6.9091 6.9430 6.9430 7.0333 7.0333 7.0412 7.0412 7.0568 7.0568 7.0819 7.0819 7.1040 7.1040 7.1373 7.1373 7.1901 7.1901 7.2740 7.2740 7.2783 7.2783 7.3018 7.3018 7.3113 7.3113 7.3383 7.3383 7.4173 7.4173 7.4398 7.4398 7.4817 7.4817 7.4977 7.4977 7.5689 7.5689 7.5940 7.5940 7.6041 7.6041 7.6519 7.6519 7.7072 7.7072 7.7311 7.7311 7.7443 7.7443 7.8657 7.8657 7.8711 7.8711 7.8802 7.8802 7.9394 7.9394 7.9769 7.9769 7.9908 7.9908 8.0770 8.0770 8.1138 8.1138 8.2542 8.2542 8.3266 8.3266 8.3758 8.3758 8.3774 8.3774 8.4007 8.4007 8.4506 8.4506 8.4667 8.4667 8.5241 8.5241 8.5389 8.5389 8.5472 8.5472 8.5913 8.5913 8.6753 8.6753 8.6827 8.6827 8.7694 8.7694 8.8555 8.8555 8.8818 8.8818 8.9254 8.9254 8.9353 8.9353 8.9439 8.9439 9.0037 9.0037 9.0483 9.0483 9.0579 9.0579 9.1728 9.1728 9.3128 9.3128 9.3442 9.3442 9.3450 9.3450 9.3582 9.3582 9.4570 9.4570 9.5205 9.5205 9.5392 9.5392 9.5612 9.5612 9.6493 9.6493 9.6912 9.6912 9.7340 9.7340 11.8785 11.8785 11.8904 11.8904 11.9270 11.9270 11.9621 11.9621 11.9707 11.9707 11.9785 11.9785 11.9794 11.9794 11.9883 11.9883 12.0023 12.0023 12.0028 12.0028 12.0239 12.0239 12.0536 12.0536 12.0818 12.0818 12.0924 12.0924 12.1255 12.1255 12.1345 12.1345 12.1390 12.1390 12.1698 12.1698 12.1931 12.1931 12.2231 12.2231 12.2313 12.2313 12.2470 12.2470 12.2510 12.2510 12.2540 12.2540 12.2653 12.2653 12.2688 12.2688 12.3037 12.3037 12.3141 12.3141 12.3238 12.3238 12.3406 12.3406 12.3671 12.3671 12.3681 12.3681 12.3897 12.3897 12.3950 12.3950 12.4346 12.4346 12.4559 12.4559 12.4643 12.4643 12.4735 12.4735 12.5270 12.5270 12.5534 12.5534 12.5760 12.5760 12.5836 12.5836 12.5956 12.5956 12.6003 12.6003 12.6156 12.6156 12.6196 12.6196 12.6747 12.6747 12.6850 12.6850 12.6886 12.6886 12.6917 12.6917 12.7499 12.7499 12.7652 12.7652 12.7732 12.7732 12.7825 12.7825 12.8099 12.8099 12.8122 12.8122 12.8298 12.8298 12.8300 12.8300 12.8401 12.8401 12.8674 12.8674</array>
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           </list>
           <list dictRef="spin" id="spin">
              <scalar dataType="xsd:string" dictRef="cc:spin">2</scalar>
              <array dictRef="cc:serial" size="4">1 2 3 4</array>
              <array dataType="xsd:double" dictRef="cc:coords" size="12">0.0000 0.0000 0.0000 0.0000 -0.5774 0.0000 0.5000 -0.2887 0.0000 -0.5000 -0.2887 0.0000</array>
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           </list>
     </module>
</comment>






Template definition



<templateList>  <template id="spin" pattern="\s*------\s*SPIN.*" endPattern="\s*------\s*SPIN.*" endPattern2="~" repeat="*">    <record>\s*------\s*SPIN\s{A,cc:spin}.*</record>    <templateList>      <template pattern="\s*k.*" endPattern="\s*k.*" endPattern2="~" repeat="*">        <record>\s*k\s={3F,cc:coords}.*</record>        <record repeat="1" />        <record repeat="*" makeArray="true">{1_8F,cc:eigen}</record>        <record repeat="2" />        <record repeat="*" makeArray="true">{1_8F,cc:occup}</record>        <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:serial" />        <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:serial']" value="$number(count(./parent::cml:module/parent::cml:module/cml:module))" />
                </template>      <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />      <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:coords']" />      <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:eigen']" />      <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:occup']" />      <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:spin']" value="$string(if(./text() = 'UP') then '1' else '2')" />
             </templateList>    <transform process="addChild" xpath="." elementName="cml:list" dictRef="spin" id="spin" />    <transform process="moveRelative" xpath=".//cml:scalar[@dictRef='cc:spin']" to="./ancestor::cml:module[@cmlx:templateRef='spin']/cml:list[@id='spin']" />    <transform process="moveRelative" xpath=".//cml:array[@dictRef='cc:serial']" to="./ancestor::cml:module[@cmlx:templateRef='spin']/cml:list[@id='spin']" />    <transform process="moveRelative" xpath=".//cml:array[@dictRef='cc:coords']" to="./ancestor::cml:module[@cmlx:templateRef='spin']/cml:list[@id='spin']" />    <transform process="moveRelative" xpath=".//cml:array[@dictRef='cc:eigen']" to="./ancestor::cml:module[@cmlx:templateRef='spin']/cml:list[@id='spin']" />    <transform process="moveRelative" xpath=".//cml:array[@dictRef='cc:occup']" to="./ancestor::cml:module[@cmlx:templateRef='spin']/cml:list[@id='spin']" />
        </template>
    </templateList>
<transform process="moveRelative" xpath=".//cml:list[@id='spin']" to="./ancestor::cml:module[@cmlx:templateRef='eigenvalues']" />
<transform process="delete" xpath=".//cml:module" />
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	projwfc



	name

	Projects wavefunctions onto orthogonalized atomic wavefunctions



	pattern

	\s*Calling\s*projwave\s*\.\.\.\..*



	endPattern

	\s*PROJWFC\s*:.*WALL.*



	xml:base

	postprocessings/projwfc.xml







Input



     Program PROJWFC v.6.1 (svn rev. 13369) starts on 21Sep2017 at 10:43:13

     This program is part of the open-source Quantum ESPRESSO suite
     for quantum simulation of materials; please cite
         "P. Giannozzi et al., J. Phys.:Condens. Matter 21 395502 (2009);
          URL http://www.quantum-espresso.org",
     in publications or presentations arising from this work. More details at
     http://www.quantum-espresso.org/quote

     Parallel version (MPI & OpenMP), running on      12 processor cores
     Number of MPI processes:                12
     Threads/MPI process:                     1
     R & G space division:  proc/nbgrp/npool/nimage =      12

     Reading data from directory:
     /home/hnguyen/espresso_tmp/bulk_Fe2O3_2x2_D2.save

   Info: using nr1, nr2, nr3 values from input

   Info: using nr1, nr2, nr3 values from input

     IMPORTANT: XC functional enforced from input :
     Exchange-correlation      = PBE ( 1  4  3  4 0 0)
     Any further DFT definition will be discarded
     Please, verify this is what you really want


     Parallelization info
     --------------------
     sticks:   dense  smooth     PW     G-vecs:    dense   smooth      PW
     Min         687     342     90                68669    24278    3306
     Max         688     343     93                68672    24285    3310
     Sum        8245    4105   1099               824035   291347   39685

     Generating pointlists ...
     new r_m :   0.0795 (alat units)  1.5368 (a.u.) for type    1
     new r_m :   0.0795 (alat units)  1.5368 (a.u.) for type    2
     new r_m :   0.0795 (alat units)  1.5368 (a.u.) for type    3

     Gaussian broadening (read from input): ngauss,degauss=   0    0.001470


     Calling projwave ....

     Atomic states used for projection
     (read from pseudopotential files):

     state #   1: atom   1 (Fe1), wfc  1 (l=0 m= 1)
     state #   2: atom   1 (Fe1), wfc  2 (l=1 m= 1)
     state #   3: atom   1 (Fe1), wfc  2 (l=1 m= 2)
...
     state # 912: atom 120 (O  ), wfc  2 (l=1 m= 3)

 k =   0.0000000000  0.0000000000  0.0000000000
==== e(   1) =   -81.44226 eV ====
     psi = 0.063*[# 105]+0.063*[# 333]+0.063*[# 561]+0.063*[# 789]+0.061*[#  79]+
          +0.061*[# 307]+0.061*[# 535]+0.061*[# 763]+0.060*[#  27]+0.060*[# 255]+
          +0.060*[# 483]+0.060*[# 711]+0.058*[#  53]+0.058*[# 281]+0.058*[# 509]+
          +0.058*[# 737]+0.002*[#  76]+0.002*[# 102]+0.002*[# 304]+0.002*[# 330]+
          +0.002*[# 532]+0.002*[# 558]+0.002*[# 760]+0.002*[# 786]+
    |psi|^2 = 1.000
==== e(   2) =   -81.44225 eV ====
     psi = 0.076*[# 131]+0.076*[# 229]+0.076*[# 359]+0.076*[#   1]+0.076*[# 457]+
...
          +0.001*[# 892]+0.001*[# 894]+0.001*[# 903]+0.001*[# 908]+0.001*[# 163]+
    |psi|^2 = 0.993

Lowdin Charges:

     Atom #   1: total charge =  15.2647, s =  2.3747, p =  6.9770, d =  5.9130,
                 spin up      =   9.6483, s =  1.1969,
                 spin up      =   9.6483, p =  3.4955, pz=  1.1620, px=  1.1668, py=  1.1668,
                 spin up      =   9.6483, d =  4.9559, dz2=  0.9950, dxz=  0.9900, dyz=  0.9900, dx2-y2=  0.9905, dxy=  0.9905,
                 spin down    =   5.6164, s =  1.1779,
                 spin down    =   5.6164, p =  3.4815, pz=  1.1564, px=  1.1625, py=  1.1625,
                 spin down    =   5.6164, d =  0.9570, dz2=  0.0989, dxz=  0.2376, dyz=  0.2376, dx2-y2=  0.1915, dxy=  0.1915,
                 polarization =   4.0319, s =  0.0190, p =  0.0140, d =  3.9989,
     Atom #   2: total charge =  15.2647, s =  2.3747, p =  6.9770, d =  5.9130,
                 spin up      =   5.6164, s =  1.1779,
                 spin up      =   5.6164, p =  3.4815, pz=  1.1564, px=  1.1625, py=  1.1625,
                 spin up      =   5.6164, d =  0.9570, dz2=  0.0989, dxz=  0.2376, dyz=  0.2376, dx2-y2=  0.1915, dxy=  0.1915,
                 spin down    =   9.6483, s =  1.1969,
                 spin down    =   9.6483, p =  3.4955, pz=  1.1620, px=  1.1668, py=  1.1668,
                 spin down    =   9.6483, d =  4.9559, dz2=  0.9950, dxz=  0.9900, dyz=  0.9900, dx2-y2=  0.9905, dxy=  0.9905,
                 polarization =  -4.0319, s = -0.0190, p = -0.0140, d = -3.9989,
     Atom #   3: total charge =  15.2647, s =  2.3747, p =  6.9770, d =  5.9130,
...
                 polarization =  -0.0000, s =  0.0000, p = -0.0000, d =  0.0000,
     Spilling Parameter:   0.0018

     PROJWFC      :  5m23.65s CPU    15m10.84s WALL


   This run was terminated on:  10:58:24  21Sep2017

=------------------------------------------------------------------------------=
   JOB DONE.
=------------------------------------------------------------------------------=






Output text



<comment class="example.output" id="projwfc">
        <module cmlx:templateRef="projwfc">
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">0.0000000000 0.0000000000 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44226 -81.44225 -81.44210 -81.44175 -81.44175 -81.44175 -81.44174 -81.44174 -81.44174 -81.44156 -81.44156 -81.44156 -81.44073 -81.44073 -81.44073 -81.44073 -81.44073 -81.44073 -81.44072 -81.44072 -81.44072 -81.43951 -81.43951 -81.43949 -75.89597 -75.89595 -75.89594 -75.89563 -75.89563 -75.89563 -75.89509 -75.89509 -75.89509 -75.89508 -75.89508 -75.89508 -75.89401 -75.89401 -75.89401 -75.89386 -75.89386 -75.89386 -75.89385 -75.89385 -75.89385 -75.89251 -75.89251 -75.89236 -47.39582 -47.39581 -47.39558 -47.39517 -47.39517 -47.39517 -47.39503 -47.39503 -47.39503 -47.39502 -47.39502 -47.39502 -47.39423 -47.39423 -47.39423 -47.39422 -47.39422 -47.39422 -47.39418 -47.39418 -47.39418 -47.39333 -47.39325 -47.39325 -47.34000 -47.34000 -47.34000 -47.33990 -47.33990 -47.33990 -47.33989 -47.33989 -47.33989 -47.33902 -47.33902 -47.33902 -47.33902 -47.33901 -47.33901 -47.33399 -47.33399 -47.33399 -47.33399 -47.33399 -47.33399 -47.33397 -47.33397 -47.33397 -47.32592 -47.32592 -47.32592 -47.32592 -47.32592 -47.32592 -47.32591 -47.32591 -47.32591 -47.32176 -47.32176 -47.32175 -47.32175 -47.32173 -47.32173 -47.32039 -47.32039 -47.32039 -47.32038 -47.32038 -47.32038 -47.32037 -47.32037 -47.32037 -42.02238 -42.02238 -42.02238 -42.02227 -42.02227 -42.02227 -42.02226 -42.02226 -42.02226 -42.02200 -42.02199 -42.02197 -42.02065 -42.02065 -42.02065 -42.02064 -42.02064 -42.02064 -42.02023 -42.02023 -42.02023 -42.01876 -42.01876 -42.01876 -42.01875 -42.01875 -42.01875 -42.01842 -42.01842 -42.01842 -42.01840 -42.01803 -42.01802 -42.01693 -42.01693 -42.01692 -42.01692 -42.01686 -42.01686 -42.00926 -42.00926 -42.00926 -42.00924 -42.00924 -42.00924 -42.00923 -42.00923 -42.00923 -41.99864 -41.99864 -41.99864 -41.99858 -41.99858 -41.99858 -41.99857 -41.99857 -41.99857 -41.99316 -41.99316 -41.99304 -41.99304 -41.99303 -41.99303 -41.99144 -41.99144 -41.99144 -41.99143 -41.99143 -41.99143 -41.99139 -41.99139 -41.99139 -8.69172 -8.37682 -8.37680 -8.09053 -8.09053 -8.09053 -8.04981 -8.04980 -8.04980 -8.04980 -8.04980 -8.04980 -7.85627 -7.85627 -7.85627 -7.85626 -7.85626 -7.85626 -7.67095 -7.67094 -7.63515 -7.63514 -7.63514 -7.51600 -7.51600 -7.51600 -7.51600 -7.51600 -7.51600 -7.48900 -7.48900 -7.48900 -7.45487 -7.45486 -7.45486 -7.40993 -7.40993 -7.40993 -7.40993 -7.40992 -7.40992 -7.37720 -7.37720 -7.37719 -7.37719 -7.36872 -7.36872 -7.31393 -7.31393 -7.31393 -7.26996 -7.26996 -7.26996 -7.26326 -7.22663 -7.22663 -7.22663 -7.22663 -7.22663 -7.22663 -7.22473 -7.22472 -7.21105 -7.21105 -7.21105 -7.21105 -7.17810 -7.17810 -7.17810 -7.17810 -7.17810 -7.17810 2.10238 2.10239 2.10239 2.24055 2.28128 2.28128 2.28128 2.28128 2.28128 2.28128 2.35286 2.35286 2.35286 2.35287 2.35287 2.35287 2.43049 2.43049 2.43049 2.52822 2.52822 2.61444 2.61444 2.61444 2.61444 2.61444 2.61444 2.69521 2.69521 2.69521 2.69522 2.69648 2.69648 2.74906 2.74907 2.76119 2.76119 2.76119 2.76455 2.76455 2.76456 2.81433 2.81433 2.81433 2.81573 2.81574 2.81574 2.81574 2.81574 2.81574 2.82248 2.82248 2.82248 2.82248 2.82248 2.82248 2.83760 2.83760 2.83760 2.83760 2.91290 2.91290 2.91290 2.91290 2.91290 2.91290 2.93894 2.93894 2.93894 3.08192 3.08193 3.08193 3.08193 3.12372 3.12373 3.12710 3.12710 3.27289 3.31449 3.31449 3.31449 3.31450 3.31450 3.31450 3.31784 3.31785 3.31785 3.32578 3.32578 3.32578 3.40976 3.40976 3.40976 3.40977 3.40977 3.40977 3.42435 3.42435 3.42436 3.42436 3.43004 3.43004 3.43004 3.47015 3.47015 3.47015 3.47016 3.47016 3.47016 3.52982 3.52982 3.59336 3.59336 3.59336 3.72186 3.72186 3.72186 3.72186 3.72186 3.72186 4.78453 4.91372 4.91372 4.92092 4.92092 4.92092 4.92093 4.92093 4.92093 5.06730 5.06730 5.06730 5.22284 5.22284 5.22284 5.22284 5.22285 5.22285 5.24985 5.24985 5.24985 5.30228 5.41303 5.41303 5.41303 5.41304 5.41304 5.41304 5.53653 5.53653 5.67334 5.67335 5.93610 5.93611 5.93611 5.93611 5.98451 5.98451 5.98451 6.10154 6.10154 6.10154 6.15338 6.15338 6.15338 6.15339 6.15339 6.15339 6.16665 6.16667 6.19768 6.36252 6.36252 6.36252 6.36252 6.36252 6.36252 6.51001 6.51001 6.51001 6.55306 6.55306 6.55306 6.55306 6.55306 6.55307 6.67233 6.67233 6.67233 6.71525 6.71525 6.80443 6.80443 6.80443 6.80444 6.80444 6.80444 6.82893 6.82893 6.82894 6.82894 6.87047 6.87047 6.87047 7.04225 7.05280 7.05280 7.06475 7.06475 7.06475 7.06475 7.06475 7.06476 7.09727 7.21345 7.21346 7.21346 7.23985 7.23985 7.23985 7.31591 7.31591 7.31591 7.31591 7.31591 7.31591 7.33388 7.33388 7.33389 7.33389 7.35680 7.35680 7.38483 7.38483 7.38483 7.38484 7.38484 7.38484 7.43224 7.43224 7.47888 7.47888 7.47888 7.60950 7.60950 7.60950 7.77979 7.77979 7.77980 7.77981 7.77981 7.77981 7.86305 7.86306 7.86762 7.86762 7.86762 7.95981 7.95981 7.95982 7.95982 7.97611 7.97611 7.97612 7.97612 7.97612 7.97613 8.00454 8.00454 8.05598 8.05598 8.05598 8.34196 8.34196 8.34196 8.34197 8.34197 8.34197 8.34847 8.34848 8.34848 8.61222 8.61223 8.61223 8.61223 8.61223 8.61223 8.70026 8.70026 8.70026 8.73616 8.73616 8.73617 8.73617 8.73617 8.73618 8.86999 8.86999 8.86999 8.93887 8.93887 8.93887 8.93887 8.95326 9.05453 9.05453 9.05453 9.05453 9.05453 9.05453 9.28016 9.28017 9.28017 9.33978 9.33978 9.33978 9.33978 9.33978 9.33978 9.37837 9.37837 9.38870 9.38870 9.43469 9.43469 9.43469 9.61459 9.61459 9.61459 9.61459 9.63336 9.63336 9.63336 9.63336 9.63336 9.63336 11.81848 11.81848 11.81848 11.85244 11.85244 11.85244 11.85245 11.85245 11.85245 11.98891 11.98891 11.98891 11.98892 11.98892 11.98892 12.03325 12.03325 12.03325 12.03887 12.07971 12.07973 12.08227 12.08227 12.08228 12.08228 12.13494 12.13494 12.13494 12.13494 12.13494 12.13494 12.17761 12.17761 12.17761 12.18330 12.18330 12.18330 12.18331 12.18331 12.18331 12.18432 12.18432 12.21038 12.21038 12.21038 12.25152 12.25152 12.30912 12.30912 12.30912 12.30913 12.30913 12.30913 12.33178 12.33178 12.33178 12.34798 12.34798 12.35113 12.36487 12.36487 12.36487 12.36487 12.37321 12.37321 12.37321 12.42089 12.42089 12.42089 12.42090 12.42090 12.42090 12.43265 12.43265 12.43265 12.48503 12.48504 12.48504 12.48504 12.48504 12.48504 12.58376 12.58376 12.58378 12.58378 12.61369 12.61369 12.63791 12.63791 12.63791 12.63791 12.63791 12.63792 12.68468 12.68468 12.68468 12.74427 12.74427 12.74427 12.74428 12.74428 12.74428 12.76322 12.76322 12.76322 12.78823 12.78823 12.78823 12.78825 12.78825 12.78825 12.83201 12.83201 12.83201 12.84189 12.84189 12.84191 12.84192 12.90947 12.90947</array>
           </list>
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">0.0000000000 -0.5773502692 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44203 -81.44203 -81.44199 -81.44199 -81.44198 -81.44198 -81.44169 -81.44169 -81.44168 -81.44168 -81.44154 -81.44154 -81.44085 -81.44085 -81.44076 -81.44076 -81.44070 -81.44070 -81.44007 -81.44007 -81.44006 -81.44006 -81.44004 -81.44004 -75.89591 -75.89591 -75.89579 -75.89579 -75.89563 -75.89563 -75.89537 -75.89537 -75.89536 -75.89536 -75.89502 -75.89502 -75.89395 -75.89395 -75.89394 -75.89394 -75.89391 -75.89391 -75.89312 -75.89312 -75.89304 -75.89304 -75.89291 -75.89291 -47.39559 -47.39559 -47.39557 -47.39557 -47.39536 -47.39536 -47.39514 -47.39514 -47.39512 -47.39512 -47.39495 -47.39495 -47.39429 -47.39429 -47.39419 -47.39419 -47.39417 -47.39417 -47.39370 -47.39370 -47.39362 -47.39362 -47.39361 -47.39361 -47.34026 -47.34026 -47.34024 -47.34024 -47.34021 -47.34021 -47.33954 -47.33954 -47.33948 -47.33948 -47.33947 -47.33947 -47.33691 -47.33691 -47.33688 -47.33688 -47.33687 -47.33687 -47.33314 -47.33314 -47.33312 -47.33312 -47.33310 -47.33310 -47.32679 -47.32679 -47.32678 -47.32678 -47.32677 -47.32677 -47.32345 -47.32345 -47.32345 -47.32345 -47.32344 -47.32344 -47.32104 -47.32104 -47.32104 -47.32104 -47.32103 -47.32103 -47.32008 -47.32008 -47.32007 -47.32007 -47.32006 -47.32006 -42.02260 -42.02260 -42.02260 -42.02260 -42.02256 -42.02256 -42.02225 -42.02225 -42.02222 -42.02222 -42.02210 -42.02210 -42.02066 -42.02066 -42.02034 -42.02034 -42.02032 -42.02032 -42.01936 -42.01936 -42.01921 -42.01921 -42.01911 -42.01911 -42.01910 -42.01910 -42.01903 -42.01903 -42.01895 -42.01895 -42.01791 -42.01791 -42.01787 -42.01787 -42.01770 -42.01770 -42.01342 -42.01342 -42.01338 -42.01338 -42.01328 -42.01328 -42.00826 -42.00826 -42.00819 -42.00819 -42.00818 -42.00818 -41.99980 -41.99980 -41.99979 -41.99979 -41.99976 -41.99976 -41.99533 -41.99533 -41.99531 -41.99531 -41.99525 -41.99525 -41.99226 -41.99226 -41.99223 -41.99223 -41.99217 -41.99217 -41.99097 -41.99097 -41.99096 -41.99096 -41.99095 -41.99095 -8.50127 -8.50127 -8.25035 -8.25035 -8.22899 -8.22899 -8.17977 -8.17977 -8.05209 -8.05209 -8.01943 -8.01943 -7.77270 -7.77270 -7.76241 -7.76241 -7.73116 -7.73116 -7.70392 -7.70392 -7.64749 -7.64749 -7.55551 -7.55551 -7.47869 -7.47869 -7.47821 -7.47821 -7.47530 -7.47530 -7.46589 -7.46588 -7.46268 -7.46268 -7.44905 -7.44905 -7.43680 -7.43680 -7.41680 -7.41680 -7.39569 -7.39569 -7.36105 -7.36105 -7.34694 -7.34694 -7.34342 -7.34342 -7.34309 -7.34309 -7.31291 -7.31291 -7.26903 -7.26903 -7.25646 -7.25646 -7.25557 -7.25557 -7.24972 -7.24972 -7.22696 -7.22696 -7.22261 -7.22261 -7.21075 -7.21075 -7.17836 -7.17836 -7.17800 -7.17800 -7.16850 -7.16850 2.17381 2.17381 2.18551 2.18551 2.23796 2.23796 2.28923 2.28923 2.29932 2.29932 2.40659 2.40659 2.44091 2.44091 2.44124 2.44124 2.45097 2.45097 2.49929 2.49929 2.52062 2.52062 2.56385 2.56385 2.57149 2.57149 2.57763 2.57763 2.57980 2.57980 2.58901 2.58901 2.61930 2.61930 2.65867 2.65867 2.72269 2.72269 2.74127 2.74127 2.74165 2.74165 2.78842 2.78842 2.81939 2.81939 2.84289 2.84289 2.89647 2.89647 2.89905 2.89905 2.90683 2.90683 2.90719 2.90719 2.92655 2.92655 2.95402 2.95402 2.95823 2.95823 2.99368 2.99368 2.99505 2.99505 2.99814 2.99814 3.02248 3.02248 3.06294 3.06294 3.15637 3.15637 3.16190 3.16190 3.16616 3.16616 3.17380 3.17380 3.18538 3.18538 3.21032 3.21032 3.24921 3.24921 3.25266 3.25266 3.27967 3.27967 3.29955 3.29955 3.36084 3.36084 3.37780 3.37780 3.39369 3.39369 3.43446 3.43446 3.44492 3.44492 3.44632 3.44632 3.44725 3.44725 3.48729 3.48729 3.53130 3.53130 3.56716 3.56716 3.62989 3.62989 3.73244 3.73244 3.73965 3.73965 3.76774 3.76774 4.96730 4.96730 4.99870 4.99870 5.01164 5.01164 5.02237 5.02237 5.07372 5.07372 5.11641 5.11641 5.15821 5.15821 5.24737 5.24737 5.26937 5.26937 5.28134 5.28134 5.34386 5.34386 5.34892 5.34892 5.39471 5.39471 5.42285 5.42285 5.55839 5.55839 5.61080 5.61080 5.85417 5.85417 5.86273 5.86273 5.93515 5.93515 5.94869 5.94869 6.00482 6.00482 6.03657 6.03657 6.07930 6.07930 6.25134 6.25134 6.26493 6.26493 6.27173 6.27173 6.30789 6.30789 6.31596 6.31596 6.33604 6.33604 6.40787 6.40787 6.57242 6.57242 6.57624 6.57624 6.62153 6.62153 6.67072 6.67072 6.71052 6.71052 6.76207 6.76207 6.77747 6.77747 6.81715 6.81715 6.85627 6.85627 6.87199 6.87199 6.89595 6.89595 6.90908 6.90908 6.94296 6.94296 7.03327 7.03327 7.04120 7.04120 7.05677 7.05677 7.08187 7.08187 7.10398 7.10398 7.13727 7.13727 7.19014 7.19014 7.27402 7.27402 7.27834 7.27834 7.30179 7.30179 7.31132 7.31132 7.33830 7.33830 7.41731 7.41731 7.43982 7.43982 7.48170 7.48170 7.49767 7.49767 7.56895 7.56895 7.59400 7.59400 7.60409 7.60409 7.65188 7.65188 7.70716 7.70716 7.73110 7.73110 7.74432 7.74432 7.86571 7.86571 7.87106 7.87106 7.88016 7.88017 7.93942 7.93942 7.97687 7.97687 7.99083 7.99083 8.07699 8.07699 8.11380 8.11380 8.25415 8.25415 8.32657 8.32657 8.37577 8.37577 8.37742 8.37742 8.40070 8.40070 8.45056 8.45056 8.46674 8.46674 8.52406 8.52406 8.53886 8.53886 8.54718 8.54718 8.59127 8.59127 8.67529 8.67529 8.68270 8.68270 8.76942 8.76942 8.85548 8.85548 8.88178 8.88178 8.92540 8.92540 8.93527 8.93527 8.94388 8.94388 9.00374 9.00374 9.04833 9.04833 9.05786 9.05786 9.17284 9.17284 9.31279 9.31279 9.34416 9.34416 9.34496 9.34496 9.35820 9.35820 9.45700 9.45700 9.52045 9.52045 9.53924 9.53924 9.56118 9.56118 9.64934 9.64934 9.69124 9.69124 9.73404 9.73404 11.87848 11.87848 11.89036 11.89036 11.92696 11.92696 11.96209 11.96209 11.97074 11.97074 11.97845 11.97845 11.97938 11.97938 11.98828 11.98828 12.00228 12.00228 12.00278 12.00278 12.02387 12.02387 12.05357 12.05357 12.08180 12.08180 12.09236 12.09236 12.12547 12.12547 12.13451 12.13451 12.13897 12.13897 12.16977 12.16977 12.19312 12.19312 12.22310 12.22310 12.23133 12.23133 12.24696 12.24696 12.25101 12.25101 12.25400 12.25400 12.26526 12.26526 12.26879 12.26879 12.30372 12.30372 12.31406 12.31406 12.32379 12.32379 12.34064 12.34064 12.36707 12.36707 12.36814 12.36814 12.38971 12.38971 12.39495 12.39495 12.43455 12.43455 12.45590 12.45590 12.46430 12.46430 12.47347 12.47347 12.52697 12.52697 12.55336 12.55336 12.57599 12.57599 12.58359 12.58359 12.59562 12.59562 12.60030 12.60030 12.61563 12.61563 12.61965 12.61965 12.67468 12.67468 12.68502 12.68502 12.68856 12.68856 12.69173 12.69173 12.74986 12.74986 12.76524 12.76524 12.77320 12.77320 12.78246 12.78246 12.80992 12.80992 12.81225 12.81225 12.82977 12.82977 12.83004 12.83004 12.84005 12.84005 12.86737 12.86737</array>
           </list>
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">0.5000000000 -0.2886751346 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44203 -81.44203 -81.44199 -81.44199 -81.44198 -81.44198 -81.44169 -81.44169 -81.44168 -81.44168 -81.44154 -81.44154 -81.44085 -81.44085 -81.44076 -81.44076 -81.44070 -81.44070 -81.44007 -81.44007 -81.44006 -81.44006 -81.44004 -81.44004 -75.89591 -75.89591 -75.89579 -75.89579 -75.89563 -75.89563 -75.89537 -75.89537 -75.89536 -75.89536 -75.89502 -75.89502 -75.89395 -75.89395 -75.89394 -75.89394 -75.89391 -75.89391 -75.89312 -75.89312 -75.89304 -75.89304 -75.89291 -75.89291 -47.39559 -47.39559 -47.39557 -47.39557 -47.39536 -47.39536 -47.39514 -47.39514 -47.39512 -47.39512 -47.39495 -47.39495 -47.39429 -47.39429 -47.39419 -47.39419 -47.39417 -47.39417 -47.39370 -47.39370 -47.39362 -47.39362 -47.39361 -47.39361 -47.34026 -47.34026 -47.34024 -47.34024 -47.34021 -47.34021 -47.33954 -47.33954 -47.33948 -47.33948 -47.33947 -47.33947 -47.33691 -47.33691 -47.33688 -47.33688 -47.33687 -47.33687 -47.33314 -47.33314 -47.33312 -47.33312 -47.33310 -47.33310 -47.32679 -47.32679 -47.32678 -47.32678 -47.32677 -47.32677 -47.32345 -47.32345 -47.32345 -47.32345 -47.32344 -47.32344 -47.32104 -47.32104 -47.32104 -47.32104 -47.32103 -47.32103 -47.32008 -47.32008 -47.32007 -47.32007 -47.32006 -47.32006 -42.02260 -42.02260 -42.02260 -42.02260 -42.02256 -42.02256 -42.02225 -42.02225 -42.02222 -42.02222 -42.02210 -42.02210 -42.02066 -42.02066 -42.02034 -42.02034 -42.02032 -42.02032 -42.01936 -42.01936 -42.01921 -42.01921 -42.01911 -42.01911 -42.01910 -42.01910 -42.01903 -42.01903 -42.01895 -42.01895 -42.01791 -42.01791 -42.01787 -42.01787 -42.01770 -42.01770 -42.01342 -42.01342 -42.01338 -42.01338 -42.01328 -42.01328 -42.00826 -42.00826 -42.00819 -42.00819 -42.00818 -42.00818 -41.99980 -41.99980 -41.99979 -41.99979 -41.99976 -41.99976 -41.99533 -41.99533 -41.99531 -41.99531 -41.99525 -41.99525 -41.99226 -41.99226 -41.99223 -41.99223 -41.99217 -41.99217 -41.99097 -41.99097 -41.99096 -41.99096 -41.99095 -41.99095 -8.50127 -8.50127 -8.25035 -8.25035 -8.22899 -8.22899 -8.17977 -8.17977 -8.05209 -8.05209 -8.01943 -8.01943 -7.77270 -7.77270 -7.76241 -7.76241 -7.73116 -7.73116 -7.70392 -7.70392 -7.64750 -7.64750 -7.55551 -7.55551 -7.47869 -7.47869 -7.47821 -7.47821 -7.47530 -7.47530 -7.46589 -7.46589 -7.46268 -7.46268 -7.44905 -7.44905 -7.43680 -7.43680 -7.41680 -7.41680 -7.39569 -7.39569 -7.36105 -7.36105 -7.34694 -7.34694 -7.34342 -7.34342 -7.34309 -7.34309 -7.31291 -7.31291 -7.26903 -7.26903 -7.25646 -7.25646 -7.25557 -7.25557 -7.24972 -7.24972 -7.22696 -7.22696 -7.22261 -7.22261 -7.21075 -7.21075 -7.17836 -7.17836 -7.17800 -7.17800 -7.16850 -7.16850 2.17381 2.17381 2.18551 2.18551 2.23796 2.23796 2.28923 2.28923 2.29932 2.29932 2.40659 2.40659 2.44091 2.44091 2.44124 2.44124 2.45097 2.45097 2.49929 2.49929 2.52062 2.52062 2.56385 2.56385 2.57149 2.57149 2.57763 2.57763 2.57980 2.57980 2.58901 2.58901 2.61930 2.61930 2.65867 2.65867 2.72269 2.72269 2.74127 2.74127 2.74165 2.74165 2.78842 2.78842 2.81939 2.81939 2.84289 2.84289 2.89646 2.89646 2.89905 2.89905 2.90683 2.90683 2.90719 2.90719 2.92655 2.92655 2.95402 2.95402 2.95823 2.95823 2.99368 2.99368 2.99505 2.99505 2.99814 2.99814 3.02248 3.02248 3.06294 3.06294 3.15637 3.15637 3.16189 3.16189 3.16616 3.16616 3.17380 3.17380 3.18538 3.18538 3.21032 3.21032 3.24921 3.24921 3.25265 3.25265 3.27967 3.27967 3.29955 3.29955 3.36084 3.36084 3.37780 3.37780 3.39369 3.39369 3.43446 3.43446 3.44492 3.44492 3.44632 3.44632 3.44725 3.44725 3.48729 3.48729 3.53130 3.53130 3.56716 3.56716 3.62989 3.62989 3.73244 3.73244 3.73965 3.73965 3.76774 3.76774 4.96730 4.96730 4.99870 4.99870 5.01164 5.01164 5.02237 5.02237 5.07372 5.07372 5.11641 5.11641 5.15821 5.15821 5.24737 5.24737 5.26937 5.26937 5.28134 5.28134 5.34386 5.34386 5.34892 5.34892 5.39471 5.39471 5.42285 5.42285 5.55839 5.55839 5.61080 5.61080 5.85417 5.85417 5.86273 5.86273 5.93515 5.93515 5.94869 5.94869 6.00482 6.00482 6.03657 6.03657 6.07930 6.07930 6.25134 6.25134 6.26493 6.26493 6.27173 6.27173 6.30789 6.30789 6.31596 6.31596 6.33604 6.33604 6.40787 6.40787 6.57242 6.57242 6.57624 6.57624 6.62153 6.62153 6.67072 6.67072 6.71053 6.71053 6.76207 6.76207 6.77747 6.77747 6.81714 6.81714 6.85627 6.85627 6.87199 6.87199 6.89595 6.89595 6.90908 6.90908 6.94296 6.94296 7.03327 7.03327 7.04120 7.04120 7.05676 7.05676 7.08187 7.08187 7.10397 7.10397 7.13727 7.13727 7.19014 7.19014 7.27402 7.27402 7.27834 7.27834 7.30180 7.30180 7.31132 7.31132 7.33829 7.33829 7.41731 7.41731 7.43982 7.43982 7.48170 7.48170 7.49767 7.49767 7.56895 7.56895 7.59401 7.59401 7.60410 7.60410 7.65188 7.65188 7.70716 7.70716 7.73110 7.73110 7.74431 7.74431 7.86570 7.86571 7.87106 7.87106 7.88017 7.88017 7.93942 7.93942 7.97686 7.97686 7.99083 7.99083 8.07700 8.07700 8.11380 8.11380 8.25415 8.25415 8.32657 8.32657 8.37577 8.37577 8.37742 8.37742 8.40070 8.40070 8.45056 8.45056 8.46674 8.46674 8.52406 8.52406 8.53886 8.53886 8.54718 8.54718 8.59127 8.59127 8.67529 8.67529 8.68270 8.68270 8.76943 8.76943 8.85548 8.85548 8.88178 8.88178 8.92540 8.92540 8.93527 8.93527 8.94388 8.94388 9.00374 9.00374 9.04833 9.04833 9.05786 9.05786 9.17285 9.17285 9.31278 9.31278 9.34416 9.34416 9.34496 9.34496 9.35820 9.35820 9.45700 9.45700 9.52045 9.52045 9.53924 9.53924 9.56118 9.56118 9.64934 9.64934 9.69124 9.69124 9.73404 9.73404 11.87848 11.87848 11.89036 11.89036 11.92696 11.92696 11.96209 11.96209 11.97074 11.97074 11.97845 11.97845 11.97938 11.97938 11.98828 11.98828 12.00227 12.00228 12.00278 12.00278 12.02387 12.02387 12.05357 12.05357 12.08180 12.08180 12.09236 12.09236 12.12547 12.12547 12.13452 12.13452 12.13897 12.13897 12.16977 12.16977 12.19313 12.19313 12.22310 12.22310 12.23133 12.23133 12.24696 12.24696 12.25101 12.25101 12.25400 12.25400 12.26526 12.26526 12.26878 12.26878 12.30373 12.30373 12.31406 12.31406 12.32379 12.32379 12.34064 12.34064 12.36707 12.36707 12.36814 12.36814 12.38971 12.38971 12.39495 12.39495 12.43455 12.43455 12.45590 12.45590 12.46430 12.46430 12.47347 12.47347 12.52697 12.52697 12.55336 12.55336 12.57599 12.57599 12.58359 12.58359 12.59562 12.59562 12.60030 12.60030 12.61563 12.61563 12.61965 12.61965 12.67468 12.67468 12.68502 12.68502 12.68856 12.68856 12.69173 12.69173 12.74986 12.74986 12.76525 12.76525 12.77320 12.77320 12.78245 12.78245 12.80992 12.80992 12.81225 12.81225 12.82976 12.82976 12.83004 12.83004 12.84005 12.84005 12.86737 12.86737</array>
           </list>
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">-0.5000000000 -0.2886751346 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44203 -81.44203 -81.44199 -81.44199 -81.44198 -81.44198 -81.44169 -81.44169 -81.44168 -81.44168 -81.44154 -81.44154 -81.44085 -81.44085 -81.44076 -81.44076 -81.44070 -81.44070 -81.44007 -81.44007 -81.44006 -81.44006 -81.44004 -81.44004 -75.89591 -75.89591 -75.89579 -75.89579 -75.89563 -75.89563 -75.89537 -75.89537 -75.89536 -75.89536 -75.89502 -75.89502 -75.89395 -75.89395 -75.89394 -75.89394 -75.89391 -75.89391 -75.89312 -75.89312 -75.89304 -75.89304 -75.89291 -75.89291 -47.39559 -47.39559 -47.39557 -47.39557 -47.39536 -47.39536 -47.39514 -47.39514 -47.39512 -47.39512 -47.39495 -47.39495 -47.39429 -47.39429 -47.39419 -47.39419 -47.39417 -47.39417 -47.39370 -47.39370 -47.39362 -47.39362 -47.39361 -47.39361 -47.34026 -47.34026 -47.34024 -47.34024 -47.34021 -47.34021 -47.33954 -47.33954 -47.33948 -47.33948 -47.33947 -47.33947 -47.33691 -47.33691 -47.33688 -47.33688 -47.33687 -47.33687 -47.33314 -47.33314 -47.33312 -47.33312 -47.33310 -47.33310 -47.32679 -47.32679 -47.32678 -47.32678 -47.32677 -47.32677 -47.32345 -47.32345 -47.32345 -47.32345 -47.32344 -47.32344 -47.32104 -47.32104 -47.32104 -47.32104 -47.32103 -47.32103 -47.32008 -47.32008 -47.32007 -47.32007 -47.32006 -47.32006 -42.02260 -42.02260 -42.02260 -42.02260 -42.02256 -42.02256 -42.02225 -42.02225 -42.02222 -42.02222 -42.02210 -42.02210 -42.02066 -42.02066 -42.02034 -42.02034 -42.02032 -42.02032 -42.01936 -42.01936 -42.01921 -42.01921 -42.01911 -42.01911 -42.01910 -42.01910 -42.01903 -42.01903 -42.01895 -42.01895 -42.01791 -42.01791 -42.01787 -42.01787 -42.01770 -42.01770 -42.01342 -42.01342 -42.01338 -42.01338 -42.01328 -42.01328 -42.00826 -42.00826 -42.00819 -42.00819 -42.00818 -42.00818 -41.99980 -41.99980 -41.99979 -41.99979 -41.99976 -41.99976 -41.99533 -41.99533 -41.99531 -41.99531 -41.99525 -41.99525 -41.99226 -41.99226 -41.99223 -41.99223 -41.99217 -41.99217 -41.99097 -41.99097 -41.99096 -41.99096 -41.99095 -41.99095 -8.50127 -8.50127 -8.25035 -8.25035 -8.22899 -8.22899 -8.17977 -8.17977 -8.05209 -8.05209 -8.01943 -8.01943 -7.77270 -7.77270 -7.76241 -7.76241 -7.73116 -7.73116 -7.70392 -7.70392 -7.64749 -7.64749 -7.55551 -7.55551 -7.47869 -7.47869 -7.47821 -7.47821 -7.47530 -7.47530 -7.46589 -7.46589 -7.46268 -7.46268 -7.44905 -7.44905 -7.43680 -7.43680 -7.41680 -7.41680 -7.39569 -7.39569 -7.36105 -7.36105 -7.34694 -7.34694 -7.34342 -7.34342 -7.34309 -7.34309 -7.31291 -7.31291 -7.26903 -7.26903 -7.25645 -7.25645 -7.25557 -7.25557 -7.24972 -7.24972 -7.22696 -7.22696 -7.22261 -7.22261 -7.21075 -7.21075 -7.17836 -7.17836 -7.17800 -7.17800 -7.16850 -7.16850 2.17381 2.17381 2.18551 2.18551 2.23796 2.23796 2.28923 2.28923 2.29932 2.29932 2.40659 2.40659 2.44091 2.44091 2.44124 2.44124 2.45097 2.45097 2.49929 2.49929 2.52062 2.52062 2.56385 2.56385 2.57149 2.57150 2.57763 2.57763 2.57980 2.57980 2.58901 2.58901 2.61930 2.61930 2.65867 2.65867 2.72269 2.72269 2.74127 2.74127 2.74165 2.74165 2.78841 2.78841 2.81939 2.81939 2.84289 2.84289 2.89646 2.89646 2.89905 2.89905 2.90683 2.90683 2.90719 2.90719 2.92655 2.92655 2.95402 2.95402 2.95823 2.95823 2.99368 2.99368 2.99505 2.99505 2.99814 2.99814 3.02249 3.02249 3.06294 3.06294 3.15637 3.15637 3.16190 3.16190 3.16616 3.16616 3.17380 3.17380 3.18538 3.18538 3.21032 3.21032 3.24921 3.24921 3.25266 3.25266 3.27967 3.27967 3.29955 3.29955 3.36084 3.36084 3.37780 3.37780 3.39369 3.39369 3.43446 3.43446 3.44492 3.44492 3.44632 3.44632 3.44725 3.44725 3.48729 3.48729 3.53130 3.53130 3.56716 3.56716 3.62989 3.62989 3.73244 3.73244 3.73965 3.73965 3.76774 3.76774 4.96730 4.96730 4.99870 4.99870 5.01164 5.01164 5.02237 5.02237 5.07372 5.07372 5.11641 5.11641 5.15821 5.15821 5.24737 5.24737 5.26937 5.26937 5.28134 5.28134 5.34386 5.34386 5.34892 5.34892 5.39471 5.39471 5.42285 5.42285 5.55839 5.55839 5.61080 5.61080 5.85417 5.85417 5.86273 5.86273 5.93514 5.93514 5.94869 5.94869 6.00482 6.00482 6.03657 6.03657 6.07930 6.07930 6.25134 6.25134 6.26493 6.26493 6.27173 6.27173 6.30789 6.30789 6.31596 6.31596 6.33603 6.33603 6.40787 6.40787 6.57242 6.57242 6.57624 6.57624 6.62153 6.62153 6.67072 6.67072 6.71052 6.71052 6.76207 6.76207 6.77747 6.77747 6.81715 6.81715 6.85627 6.85627 6.87199 6.87199 6.89595 6.89595 6.90908 6.90908 6.94296 6.94296 7.03326 7.03327 7.04120 7.04120 7.05677 7.05677 7.08187 7.08187 7.10397 7.10397 7.13726 7.13726 7.19014 7.19014 7.27402 7.27402 7.27834 7.27834 7.30179 7.30179 7.31132 7.31132 7.33829 7.33829 7.41731 7.41731 7.43982 7.43982 7.48170 7.48170 7.49768 7.49768 7.56895 7.56895 7.59401 7.59401 7.60410 7.60410 7.65188 7.65188 7.70716 7.70716 7.73110 7.73110 7.74432 7.74432 7.86571 7.86571 7.87106 7.87106 7.88017 7.88017 7.93943 7.93943 7.97687 7.97687 7.99083 7.99083 8.07699 8.07700 8.11380 8.11380 8.25415 8.25415 8.32657 8.32657 8.37577 8.37577 8.37742 8.37742 8.40069 8.40069 8.45056 8.45056 8.46674 8.46674 8.52406 8.52406 8.53886 8.53886 8.54718 8.54718 8.59127 8.59127 8.67529 8.67529 8.68270 8.68270 8.76942 8.76942 8.85548 8.85549 8.88178 8.88178 8.92540 8.92540 8.93527 8.93527 8.94388 8.94388 9.00374 9.00374 9.04833 9.04833 9.05786 9.05786 9.17285 9.17285 9.31278 9.31278 9.34416 9.34416 9.34496 9.34496 9.35820 9.35820 9.45700 9.45700 9.52045 9.52045 9.53924 9.53924 9.56118 9.56118 9.64934 9.64934 9.69124 9.69124 9.73404 9.73404 11.87848 11.87848 11.89036 11.89036 11.92696 11.92696 11.96209 11.96209 11.97074 11.97074 11.97845 11.97845 11.97938 11.97938 11.98828 11.98828 12.00227 12.00227 12.00278 12.00278 12.02388 12.02388 12.05357 12.05357 12.08180 12.08180 12.09236 12.09236 12.12547 12.12547 12.13451 12.13451 12.13897 12.13897 12.16976 12.16976 12.19313 12.19313 12.22310 12.22310 12.23133 12.23133 12.24696 12.24696 12.25101 12.25101 12.25400 12.25400 12.26526 12.26526 12.26878 12.26878 12.30372 12.30372 12.31406 12.31406 12.32378 12.32378 12.34064 12.34064 12.36707 12.36707 12.36814 12.36814 12.38971 12.38971 12.39495 12.39495 12.43455 12.43455 12.45590 12.45590 12.46430 12.46430 12.47347 12.47347 12.52697 12.52697 12.55336 12.55336 12.57599 12.57599 12.58359 12.58359 12.59562 12.59562 12.60030 12.60030 12.61563 12.61563 12.61965 12.61965 12.67468 12.67468 12.68502 12.68502 12.68856 12.68856 12.69173 12.69173 12.74986 12.74986 12.76524 12.76524 12.77320 12.77320 12.78246 12.78246 12.80992 12.80992 12.81224 12.81224 12.82977 12.82977 12.83004 12.83004 12.84005 12.84005 12.86737 12.86737</array>
           </list>
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">0.0000000000 0.0000000000 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44226 -81.44225 -81.44210 -81.44175 -81.44175 -81.44175 -81.44174 -81.44174 -81.44174 -81.44156 -81.44156 -81.44156 -81.44073 -81.44073 -81.44073 -81.44073 -81.44073 -81.44073 -81.44072 -81.44072 -81.44072 -81.43951 -81.43951 -81.43949 -75.89597 -75.89595 -75.89594 -75.89563 -75.89563 -75.89563 -75.89509 -75.89509 -75.89509 -75.89508 -75.89508 -75.89508 -75.89401 -75.89401 -75.89401 -75.89386 -75.89386 -75.89386 -75.89385 -75.89385 -75.89385 -75.89251 -75.89251 -75.89236 -47.39582 -47.39581 -47.39558 -47.39517 -47.39517 -47.39517 -47.39503 -47.39503 -47.39503 -47.39502 -47.39502 -47.39502 -47.39423 -47.39423 -47.39423 -47.39422 -47.39422 -47.39422 -47.39418 -47.39418 -47.39418 -47.39333 -47.39325 -47.39325 -47.34000 -47.34000 -47.34000 -47.33990 -47.33990 -47.33990 -47.33989 -47.33989 -47.33989 -47.33902 -47.33902 -47.33902 -47.33902 -47.33901 -47.33900 -47.33399 -47.33399 -47.33399 -47.33399 -47.33399 -47.33399 -47.33397 -47.33397 -47.33397 -47.32592 -47.32592 -47.32592 -47.32592 -47.32592 -47.32592 -47.32591 -47.32591 -47.32591 -47.32176 -47.32176 -47.32175 -47.32175 -47.32173 -47.32173 -47.32039 -47.32039 -47.32039 -47.32038 -47.32038 -47.32038 -47.32037 -47.32037 -47.32037 -42.02238 -42.02238 -42.02238 -42.02227 -42.02227 -42.02227 -42.02226 -42.02226 -42.02226 -42.02200 -42.02199 -42.02197 -42.02065 -42.02064 -42.02064 -42.02064 -42.02064 -42.02064 -42.02023 -42.02023 -42.02023 -42.01876 -42.01876 -42.01876 -42.01875 -42.01875 -42.01875 -42.01842 -42.01842 -42.01842 -42.01840 -42.01803 -42.01802 -42.01693 -42.01693 -42.01692 -42.01692 -42.01686 -42.01686 -42.00926 -42.00926 -42.00926 -42.00924 -42.00924 -42.00924 -42.00923 -42.00923 -42.00923 -41.99864 -41.99864 -41.99864 -41.99858 -41.99858 -41.99858 -41.99857 -41.99857 -41.99857 -41.99316 -41.99316 -41.99304 -41.99304 -41.99303 -41.99303 -41.99144 -41.99144 -41.99144 -41.99143 -41.99143 -41.99143 -41.99139 -41.99139 -41.99139 -8.69172 -8.37682 -8.37680 -8.09053 -8.09053 -8.09053 -8.04981 -8.04980 -8.04980 -8.04980 -8.04980 -8.04980 -7.85627 -7.85627 -7.85627 -7.85627 -7.85626 -7.85626 -7.67095 -7.67094 -7.63515 -7.63515 -7.63514 -7.51600 -7.51600 -7.51600 -7.51600 -7.51600 -7.51600 -7.48900 -7.48900 -7.48900 -7.45487 -7.45486 -7.45486 -7.40993 -7.40993 -7.40993 -7.40993 -7.40993 -7.40992 -7.37720 -7.37720 -7.37719 -7.37719 -7.36872 -7.36872 -7.31393 -7.31393 -7.31393 -7.26996 -7.26996 -7.26996 -7.26326 -7.22663 -7.22663 -7.22663 -7.22663 -7.22663 -7.22663 -7.22473 -7.22472 -7.21105 -7.21105 -7.21105 -7.21105 -7.17810 -7.17810 -7.17810 -7.17810 -7.17810 -7.17810 2.10238 2.10239 2.10239 2.24055 2.28128 2.28128 2.28128 2.28128 2.28128 2.28128 2.35286 2.35286 2.35286 2.35287 2.35287 2.35287 2.43049 2.43049 2.43049 2.52822 2.52822 2.61444 2.61444 2.61444 2.61444 2.61444 2.61444 2.69521 2.69521 2.69521 2.69521 2.69648 2.69648 2.74907 2.74907 2.76119 2.76119 2.76119 2.76455 2.76455 2.76456 2.81433 2.81433 2.81433 2.81574 2.81574 2.81574 2.81574 2.81574 2.81574 2.82248 2.82248 2.82248 2.82248 2.82248 2.82248 2.83760 2.83760 2.83760 2.83760 2.91290 2.91290 2.91290 2.91290 2.91290 2.91290 2.93894 2.93894 2.93894 3.08192 3.08193 3.08193 3.08193 3.12372 3.12373 3.12710 3.12710 3.27289 3.31449 3.31449 3.31449 3.31450 3.31450 3.31450 3.31784 3.31784 3.31785 3.32578 3.32578 3.32578 3.40976 3.40976 3.40976 3.40976 3.40977 3.40977 3.42435 3.42435 3.42436 3.42436 3.43004 3.43004 3.43004 3.47015 3.47015 3.47015 3.47016 3.47016 3.47016 3.52982 3.52982 3.59336 3.59336 3.59336 3.72186 3.72186 3.72186 3.72186 3.72186 3.72187 4.78453 4.91372 4.91372 4.92092 4.92092 4.92092 4.92093 4.92093 4.92093 5.06730 5.06730 5.06730 5.22284 5.22284 5.22284 5.22284 5.22285 5.22285 5.24985 5.24985 5.24985 5.30228 5.41303 5.41303 5.41303 5.41303 5.41304 5.41304 5.53653 5.53653 5.67334 5.67334 5.93610 5.93611 5.93611 5.93611 5.98451 5.98451 5.98451 6.10154 6.10154 6.10154 6.15338 6.15338 6.15339 6.15339 6.15339 6.15339 6.16665 6.16667 6.19768 6.36252 6.36252 6.36252 6.36252 6.36252 6.36253 6.51001 6.51001 6.51001 6.55306 6.55306 6.55306 6.55306 6.55307 6.55307 6.67233 6.67233 6.67233 6.71525 6.71525 6.80443 6.80443 6.80443 6.80444 6.80444 6.80444 6.82893 6.82893 6.82894 6.82894 6.87047 6.87047 6.87047 7.04225 7.05280 7.05280 7.06475 7.06475 7.06475 7.06475 7.06475 7.06476 7.09727 7.21345 7.21345 7.21346 7.23985 7.23985 7.23985 7.31591 7.31591 7.31591 7.31591 7.31591 7.31591 7.33388 7.33388 7.33389 7.33389 7.35680 7.35680 7.38483 7.38483 7.38484 7.38484 7.38484 7.38484 7.43224 7.43224 7.47888 7.47888 7.47888 7.60950 7.60950 7.60950 7.77979 7.77979 7.77980 7.77981 7.77981 7.77981 7.86305 7.86306 7.86762 7.86762 7.86762 7.95981 7.95981 7.95982 7.95982 7.97611 7.97611 7.97612 7.97612 7.97612 7.97612 8.00454 8.00454 8.05598 8.05598 8.05598 8.34196 8.34196 8.34196 8.34196 8.34197 8.34197 8.34847 8.34848 8.34848 8.61222 8.61222 8.61223 8.61223 8.61223 8.61223 8.70026 8.70026 8.70026 8.73616 8.73616 8.73617 8.73617 8.73617 8.73617 8.86999 8.86999 8.86999 8.93887 8.93887 8.93887 8.93887 8.95326 9.05453 9.05453 9.05453 9.05453 9.05453 9.05453 9.28016 9.28016 9.28017 9.33978 9.33978 9.33978 9.33978 9.33978 9.33978 9.37837 9.37837 9.38870 9.38870 9.43469 9.43469 9.43469 9.61459 9.61459 9.61459 9.61460 9.63336 9.63336 9.63336 9.63336 9.63336 9.63336 11.81848 11.81848 11.81848 11.85244 11.85244 11.85244 11.85245 11.85245 11.85245 11.98891 11.98891 11.98891 11.98892 11.98892 11.98892 12.03325 12.03325 12.03325 12.03887 12.07972 12.07973 12.08227 12.08227 12.08228 12.08228 12.13494 12.13494 12.13494 12.13494 12.13494 12.13494 12.17761 12.17761 12.17761 12.18330 12.18330 12.18331 12.18331 12.18331 12.18331 12.18432 12.18432 12.21038 12.21038 12.21038 12.25152 12.25152 12.30912 12.30912 12.30912 12.30913 12.30913 12.30913 12.33178 12.33178 12.33178 12.34798 12.34798 12.35113 12.36487 12.36487 12.36487 12.36487 12.37321 12.37321 12.37321 12.42089 12.42089 12.42089 12.42090 12.42090 12.42090 12.43265 12.43265 12.43265 12.48503 12.48504 12.48504 12.48504 12.48504 12.48504 12.58376 12.58377 12.58378 12.58378 12.61369 12.61369 12.63791 12.63791 12.63791 12.63791 12.63791 12.63792 12.68468 12.68468 12.68468 12.74427 12.74427 12.74427 12.74428 12.74428 12.74428 12.76322 12.76322 12.76322 12.78823 12.78823 12.78823 12.78825 12.78825 12.78825 12.83201 12.83201 12.83201 12.84189 12.84189 12.84191 12.84192 12.90947 12.90947</array>
           </list>
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">0.0000000000 -0.5773502692 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44203 -81.44203 -81.44199 -81.44199 -81.44198 -81.44198 -81.44169 -81.44169 -81.44168 -81.44168 -81.44154 -81.44154 -81.44085 -81.44085 -81.44076 -81.44076 -81.44070 -81.44070 -81.44007 -81.44007 -81.44006 -81.44006 -81.44004 -81.44004 -75.89591 -75.89591 -75.89579 -75.89579 -75.89563 -75.89563 -75.89537 -75.89537 -75.89536 -75.89536 -75.89502 -75.89502 -75.89395 -75.89395 -75.89394 -75.89394 -75.89391 -75.89391 -75.89312 -75.89312 -75.89304 -75.89304 -75.89291 -75.89291 -47.39559 -47.39559 -47.39557 -47.39557 -47.39536 -47.39536 -47.39514 -47.39514 -47.39512 -47.39512 -47.39495 -47.39495 -47.39429 -47.39429 -47.39419 -47.39419 -47.39417 -47.39417 -47.39370 -47.39370 -47.39362 -47.39362 -47.39361 -47.39361 -47.34026 -47.34026 -47.34024 -47.34024 -47.34021 -47.34021 -47.33954 -47.33954 -47.33948 -47.33948 -47.33947 -47.33947 -47.33691 -47.33691 -47.33688 -47.33688 -47.33687 -47.33687 -47.33314 -47.33314 -47.33312 -47.33312 -47.33310 -47.33310 -47.32679 -47.32679 -47.32678 -47.32678 -47.32677 -47.32677 -47.32345 -47.32345 -47.32345 -47.32345 -47.32343 -47.32343 -47.32104 -47.32104 -47.32104 -47.32104 -47.32103 -47.32103 -47.32008 -47.32008 -47.32007 -47.32007 -47.32006 -47.32006 -42.02260 -42.02260 -42.02260 -42.02260 -42.02256 -42.02256 -42.02225 -42.02225 -42.02222 -42.02222 -42.02210 -42.02210 -42.02066 -42.02066 -42.02034 -42.02034 -42.02032 -42.02032 -42.01936 -42.01936 -42.01921 -42.01921 -42.01911 -42.01911 -42.01910 -42.01910 -42.01903 -42.01903 -42.01895 -42.01895 -42.01791 -42.01791 -42.01787 -42.01787 -42.01770 -42.01770 -42.01342 -42.01342 -42.01338 -42.01338 -42.01328 -42.01328 -42.00826 -42.00826 -42.00819 -42.00819 -42.00818 -42.00818 -41.99980 -41.99980 -41.99979 -41.99979 -41.99976 -41.99976 -41.99533 -41.99533 -41.99531 -41.99531 -41.99525 -41.99525 -41.99226 -41.99226 -41.99223 -41.99223 -41.99217 -41.99217 -41.99097 -41.99097 -41.99096 -41.99096 -41.99095 -41.99095 -8.50127 -8.50127 -8.25035 -8.25035 -8.22899 -8.22899 -8.17977 -8.17977 -8.05209 -8.05209 -8.01943 -8.01943 -7.77270 -7.77270 -7.76241 -7.76241 -7.73116 -7.73116 -7.70392 -7.70392 -7.64750 -7.64750 -7.55551 -7.55551 -7.47869 -7.47869 -7.47821 -7.47821 -7.47530 -7.47530 -7.46589 -7.46589 -7.46268 -7.46268 -7.44905 -7.44905 -7.43680 -7.43680 -7.41680 -7.41680 -7.39569 -7.39569 -7.36105 -7.36105 -7.34694 -7.34694 -7.34342 -7.34342 -7.34309 -7.34309 -7.31291 -7.31291 -7.26903 -7.26903 -7.25646 -7.25646 -7.25557 -7.25557 -7.24972 -7.24972 -7.22696 -7.22696 -7.22261 -7.22261 -7.21075 -7.21075 -7.17836 -7.17836 -7.17800 -7.17800 -7.16850 -7.16850 2.17381 2.17381 2.18551 2.18551 2.23796 2.23796 2.28923 2.28923 2.29932 2.29932 2.40659 2.40659 2.44091 2.44091 2.44124 2.44124 2.45097 2.45097 2.49929 2.49929 2.52062 2.52062 2.56385 2.56385 2.57149 2.57149 2.57763 2.57763 2.57980 2.57980 2.58901 2.58901 2.61930 2.61930 2.65867 2.65867 2.72269 2.72269 2.74127 2.74127 2.74165 2.74165 2.78842 2.78842 2.81939 2.81939 2.84289 2.84289 2.89646 2.89646 2.89905 2.89905 2.90683 2.90683 2.90719 2.90719 2.92655 2.92655 2.95402 2.95402 2.95823 2.95823 2.99368 2.99368 2.99505 2.99505 2.99814 2.99814 3.02248 3.02248 3.06294 3.06294 3.15637 3.15637 3.16189 3.16189 3.16616 3.16616 3.17380 3.17380 3.18538 3.18538 3.21032 3.21032 3.24921 3.24921 3.25265 3.25265 3.27967 3.27967 3.29955 3.29955 3.36084 3.36084 3.37780 3.37780 3.39369 3.39369 3.43446 3.43446 3.44492 3.44492 3.44632 3.44632 3.44725 3.44725 3.48729 3.48729 3.53130 3.53130 3.56716 3.56716 3.62989 3.62989 3.73244 3.73244 3.73965 3.73965 3.76774 3.76774 4.96730 4.96730 4.99870 4.99870 5.01164 5.01164 5.02237 5.02237 5.07372 5.07372 5.11641 5.11641 5.15821 5.15821 5.24737 5.24737 5.26937 5.26937 5.28134 5.28134 5.34386 5.34386 5.34892 5.34892 5.39471 5.39471 5.42285 5.42285 5.55839 5.55839 5.61080 5.61080 5.85417 5.85417 5.86273 5.86273 5.93515 5.93515 5.94869 5.94869 6.00482 6.00482 6.03657 6.03657 6.07930 6.07930 6.25134 6.25134 6.26493 6.26493 6.27173 6.27173 6.30789 6.30789 6.31596 6.31596 6.33604 6.33604 6.40787 6.40787 6.57242 6.57242 6.57624 6.57624 6.62153 6.62153 6.67072 6.67072 6.71053 6.71053 6.76207 6.76207 6.77747 6.77747 6.81714 6.81714 6.85627 6.85627 6.87199 6.87199 6.89595 6.89595 6.90908 6.90908 6.94296 6.94296 7.03327 7.03327 7.04120 7.04120 7.05676 7.05676 7.08187 7.08187 7.10397 7.10397 7.13727 7.13727 7.19014 7.19014 7.27402 7.27402 7.27834 7.27834 7.30180 7.30180 7.31132 7.31132 7.33829 7.33829 7.41731 7.41731 7.43982 7.43982 7.48170 7.48170 7.49767 7.49767 7.56895 7.56895 7.59401 7.59401 7.60410 7.60410 7.65188 7.65188 7.70716 7.70716 7.73110 7.73110 7.74431 7.74431 7.86571 7.86571 7.87106 7.87106 7.88017 7.88017 7.93942 7.93942 7.97686 7.97686 7.99083 7.99083 8.07700 8.07700 8.11380 8.11380 8.25415 8.25415 8.32657 8.32657 8.37577 8.37577 8.37742 8.37742 8.40070 8.40070 8.45056 8.45056 8.46674 8.46674 8.52406 8.52406 8.53886 8.53886 8.54718 8.54718 8.59127 8.59127 8.67529 8.67529 8.68270 8.68270 8.76943 8.76943 8.85548 8.85548 8.88178 8.88178 8.92540 8.92540 8.93527 8.93527 8.94388 8.94388 9.00374 9.00374 9.04833 9.04833 9.05786 9.05786 9.17284 9.17284 9.31278 9.31278 9.34416 9.34416 9.34496 9.34496 9.35820 9.35820 9.45700 9.45700 9.52045 9.52045 9.53924 9.53924 9.56118 9.56118 9.64934 9.64934 9.69124 9.69124 9.73404 9.73404 11.87848 11.87848 11.89036 11.89036 11.92696 11.92696 11.96209 11.96209 11.97074 11.97074 11.97845 11.97845 11.97938 11.97938 11.98828 11.98828 12.00228 12.00228 12.00278 12.00278 12.02387 12.02387 12.05357 12.05357 12.08180 12.08180 12.09236 12.09236 12.12547 12.12547 12.13452 12.13452 12.13897 12.13897 12.16977 12.16977 12.19313 12.19313 12.22310 12.22310 12.23133 12.23133 12.24696 12.24696 12.25101 12.25101 12.25400 12.25400 12.26526 12.26526 12.26878 12.26878 12.30373 12.30373 12.31406 12.31406 12.32379 12.32379 12.34064 12.34064 12.36707 12.36707 12.36814 12.36814 12.38971 12.38971 12.39495 12.39495 12.43455 12.43455 12.45590 12.45590 12.46430 12.46430 12.47347 12.47347 12.52698 12.52698 12.55336 12.55336 12.57599 12.57599 12.58359 12.58359 12.59562 12.59562 12.60030 12.60030 12.61563 12.61563 12.61965 12.61965 12.67468 12.67468 12.68502 12.68502 12.68856 12.68856 12.69173 12.69173 12.74986 12.74986 12.76525 12.76525 12.77320 12.77320 12.78245 12.78245 12.80992 12.80992 12.81225 12.81225 12.82976 12.82976 12.83004 12.83004 12.84005 12.84005 12.86737 12.86737</array>
           </list>
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">0.5000000000 -0.2886751346 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44203 -81.44203 -81.44199 -81.44199 -81.44198 -81.44198 -81.44169 -81.44169 -81.44168 -81.44168 -81.44154 -81.44154 -81.44085 -81.44085 -81.44076 -81.44076 -81.44070 -81.44070 -81.44007 -81.44007 -81.44006 -81.44006 -81.44004 -81.44004 -75.89591 -75.89591 -75.89579 -75.89579 -75.89563 -75.89563 -75.89537 -75.89537 -75.89536 -75.89536 -75.89502 -75.89502 -75.89395 -75.89395 -75.89394 -75.89394 -75.89391 -75.89391 -75.89312 -75.89312 -75.89304 -75.89304 -75.89291 -75.89291 -47.39559 -47.39559 -47.39557 -47.39557 -47.39536 -47.39536 -47.39514 -47.39514 -47.39512 -47.39512 -47.39495 -47.39495 -47.39429 -47.39429 -47.39419 -47.39419 -47.39417 -47.39417 -47.39370 -47.39370 -47.39362 -47.39362 -47.39361 -47.39361 -47.34026 -47.34026 -47.34024 -47.34024 -47.34021 -47.34021 -47.33954 -47.33954 -47.33948 -47.33948 -47.33947 -47.33947 -47.33691 -47.33691 -47.33688 -47.33688 -47.33687 -47.33687 -47.33314 -47.33314 -47.33312 -47.33312 -47.33310 -47.33310 -47.32679 -47.32679 -47.32678 -47.32678 -47.32677 -47.32677 -47.32345 -47.32345 -47.32345 -47.32345 -47.32344 -47.32344 -47.32104 -47.32104 -47.32104 -47.32104 -47.32103 -47.32103 -47.32008 -47.32008 -47.32007 -47.32007 -47.32006 -47.32006 -42.02260 -42.02260 -42.02260 -42.02260 -42.02256 -42.02256 -42.02225 -42.02225 -42.02222 -42.02222 -42.02210 -42.02210 -42.02066 -42.02066 -42.02034 -42.02034 -42.02032 -42.02032 -42.01936 -42.01936 -42.01921 -42.01921 -42.01911 -42.01911 -42.01910 -42.01910 -42.01903 -42.01903 -42.01895 -42.01895 -42.01791 -42.01791 -42.01787 -42.01787 -42.01770 -42.01770 -42.01342 -42.01342 -42.01338 -42.01338 -42.01328 -42.01328 -42.00826 -42.00826 -42.00819 -42.00819 -42.00818 -42.00818 -41.99980 -41.99980 -41.99979 -41.99979 -41.99976 -41.99976 -41.99533 -41.99533 -41.99531 -41.99531 -41.99525 -41.99525 -41.99226 -41.99226 -41.99223 -41.99223 -41.99217 -41.99217 -41.99097 -41.99097 -41.99096 -41.99096 -41.99095 -41.99095 -8.50127 -8.50127 -8.25035 -8.25035 -8.22899 -8.22899 -8.17977 -8.17977 -8.05209 -8.05209 -8.01943 -8.01943 -7.77270 -7.77270 -7.76241 -7.76241 -7.73116 -7.73116 -7.70392 -7.70392 -7.64749 -7.64749 -7.55551 -7.55551 -7.47869 -7.47869 -7.47821 -7.47821 -7.47530 -7.47530 -7.46588 -7.46588 -7.46268 -7.46268 -7.44905 -7.44905 -7.43680 -7.43680 -7.41680 -7.41680 -7.39569 -7.39569 -7.36105 -7.36105 -7.34694 -7.34694 -7.34342 -7.34342 -7.34309 -7.34309 -7.31291 -7.31291 -7.26903 -7.26903 -7.25646 -7.25646 -7.25557 -7.25557 -7.24972 -7.24972 -7.22696 -7.22696 -7.22261 -7.22261 -7.21075 -7.21075 -7.17836 -7.17836 -7.17800 -7.17800 -7.16850 -7.16850 2.17381 2.17381 2.18551 2.18551 2.23796 2.23796 2.28923 2.28923 2.29932 2.29932 2.40659 2.40659 2.44091 2.44091 2.44124 2.44124 2.45097 2.45097 2.49929 2.49929 2.52062 2.52062 2.56385 2.56385 2.57149 2.57149 2.57763 2.57763 2.57980 2.57980 2.58901 2.58901 2.61930 2.61930 2.65867 2.65867 2.72269 2.72269 2.74127 2.74127 2.74165 2.74165 2.78841 2.78842 2.81939 2.81939 2.84289 2.84289 2.89646 2.89647 2.89905 2.89905 2.90683 2.90683 2.90719 2.90719 2.92655 2.92655 2.95402 2.95402 2.95823 2.95823 2.99368 2.99368 2.99505 2.99505 2.99814 2.99814 3.02249 3.02249 3.06294 3.06294 3.15637 3.15637 3.16190 3.16190 3.16616 3.16616 3.17380 3.17380 3.18538 3.18538 3.21032 3.21032 3.24921 3.24921 3.25266 3.25266 3.27967 3.27967 3.29955 3.29955 3.36084 3.36084 3.37780 3.37780 3.39369 3.39369 3.43446 3.43446 3.44492 3.44492 3.44632 3.44632 3.44725 3.44725 3.48729 3.48729 3.53130 3.53130 3.56716 3.56716 3.62989 3.62989 3.73244 3.73244 3.73965 3.73965 3.76774 3.76774 4.96730 4.96730 4.99870 4.99870 5.01164 5.01164 5.02237 5.02237 5.07372 5.07372 5.11641 5.11641 5.15821 5.15821 5.24737 5.24737 5.26937 5.26937 5.28134 5.28134 5.34386 5.34386 5.34892 5.34892 5.39471 5.39471 5.42285 5.42285 5.55839 5.55839 5.61080 5.61080 5.85417 5.85417 5.86273 5.86273 5.93515 5.93515 5.94869 5.94869 6.00482 6.00482 6.03657 6.03657 6.07930 6.07930 6.25134 6.25134 6.26493 6.26493 6.27173 6.27173 6.30789 6.30789 6.31596 6.31596 6.33604 6.33604 6.40787 6.40787 6.57242 6.57242 6.57624 6.57624 6.62153 6.62153 6.67072 6.67072 6.71052 6.71052 6.76207 6.76207 6.77747 6.77747 6.81715 6.81715 6.85627 6.85627 6.87199 6.87199 6.89595 6.89595 6.90908 6.90908 6.94296 6.94296 7.03327 7.03327 7.04120 7.04120 7.05677 7.05677 7.08187 7.08187 7.10398 7.10398 7.13727 7.13727 7.19014 7.19014 7.27402 7.27402 7.27834 7.27834 7.30179 7.30179 7.31132 7.31132 7.33830 7.33830 7.41731 7.41731 7.43982 7.43982 7.48170 7.48170 7.49767 7.49767 7.56895 7.56895 7.59400 7.59400 7.60409 7.60409 7.65188 7.65188 7.70716 7.70716 7.73110 7.73110 7.74432 7.74432 7.86571 7.86571 7.87106 7.87106 7.88017 7.88017 7.93942 7.93942 7.97687 7.97687 7.99083 7.99083 8.07699 8.07699 8.11380 8.11380 8.25415 8.25415 8.32657 8.32657 8.37577 8.37577 8.37742 8.37742 8.40070 8.40070 8.45056 8.45056 8.46674 8.46674 8.52406 8.52406 8.53886 8.53886 8.54718 8.54718 8.59127 8.59127 8.67529 8.67529 8.68270 8.68270 8.76942 8.76942 8.85548 8.85548 8.88178 8.88178 8.92540 8.92540 8.93527 8.93527 8.94388 8.94388 9.00374 9.00374 9.04833 9.04833 9.05786 9.05786 9.17284 9.17284 9.31278 9.31278 9.34416 9.34416 9.34496 9.34496 9.35820 9.35820 9.45700 9.45700 9.52045 9.52045 9.53924 9.53924 9.56118 9.56118 9.64934 9.64934 9.69124 9.69124 9.73404 9.73404 11.87848 11.87848 11.89036 11.89036 11.92696 11.92696 11.96209 11.96209 11.97074 11.97074 11.97845 11.97845 11.97938 11.97938 11.98828 11.98828 12.00228 12.00228 12.00278 12.00278 12.02387 12.02387 12.05357 12.05357 12.08180 12.08180 12.09236 12.09236 12.12547 12.12547 12.13451 12.13451 12.13897 12.13897 12.16977 12.16977 12.19312 12.19312 12.22310 12.22310 12.23133 12.23133 12.24696 12.24696 12.25101 12.25101 12.25400 12.25400 12.26526 12.26526 12.26879 12.26879 12.30373 12.30373 12.31406 12.31406 12.32379 12.32379 12.34064 12.34064 12.36707 12.36707 12.36814 12.36814 12.38971 12.38971 12.39495 12.39495 12.43455 12.43455 12.45590 12.45590 12.46430 12.46430 12.47347 12.47347 12.52697 12.52697 12.55336 12.55336 12.57599 12.57599 12.58359 12.58359 12.59562 12.59562 12.60030 12.60030 12.61563 12.61563 12.61965 12.61965 12.67468 12.67468 12.68502 12.68502 12.68856 12.68856 12.69173 12.69173 12.74986 12.74986 12.76524 12.76524 12.77320 12.77320 12.78246 12.78246 12.80992 12.80992 12.81225 12.81225 12.82977 12.82977 12.83004 12.83004 12.84005 12.84005 12.86737 12.86737</array>
           </list>
           <list cmlx:templateRef="kpoint">
              <array dataType="xsd:double" dictRef="cc:coord" size="3">-0.5000000000 -0.2886751346 0.0000000000</array>
              <array dataType="xsd:string" dictRef="qex:level" size="720">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167 168 169 170 171 172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213 214 215 216 217 218 219 220 221 222 223 224 225 226 227 228 229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644 645 646 647 648 649 650 651 652 653 654 655 656 657 658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720</array>
              <array dataType="xsd:double" dictRef="cc:energy" size="720" units="nonsi:electronvolt">-81.44203 -81.44203 -81.44199 -81.44199 -81.44198 -81.44198 -81.44169 -81.44169 -81.44168 -81.44168 -81.44154 -81.44154 -81.44085 -81.44085 -81.44076 -81.44076 -81.44070 -81.44070 -81.44007 -81.44007 -81.44006 -81.44006 -81.44004 -81.44004 -75.89591 -75.89591 -75.89579 -75.89579 -75.89563 -75.89563 -75.89537 -75.89537 -75.89536 -75.89536 -75.89502 -75.89502 -75.89395 -75.89395 -75.89394 -75.89394 -75.89391 -75.89391 -75.89312 -75.89312 -75.89304 -75.89304 -75.89291 -75.89291 -47.39559 -47.39559 -47.39557 -47.39557 -47.39536 -47.39536 -47.39514 -47.39514 -47.39512 -47.39512 -47.39495 -47.39495 -47.39429 -47.39429 -47.39419 -47.39419 -47.39417 -47.39417 -47.39370 -47.39370 -47.39362 -47.39362 -47.39361 -47.39361 -47.34026 -47.34026 -47.34024 -47.34024 -47.34021 -47.34021 -47.33954 -47.33954 -47.33948 -47.33948 -47.33947 -47.33947 -47.33691 -47.33691 -47.33688 -47.33688 -47.33687 -47.33687 -47.33314 -47.33314 -47.33312 -47.33312 -47.33310 -47.33310 -47.32679 -47.32679 -47.32678 -47.32678 -47.32677 -47.32677 -47.32345 -47.32345 -47.32345 -47.32345 -47.32344 -47.32344 -47.32104 -47.32104 -47.32104 -47.32104 -47.32103 -47.32103 -47.32008 -47.32008 -47.32007 -47.32007 -47.32006 -47.32006 -42.02260 -42.02260 -42.02260 -42.02260 -42.02256 -42.02256 -42.02225 -42.02225 -42.02222 -42.02222 -42.02210 -42.02210 -42.02066 -42.02066 -42.02034 -42.02034 -42.02032 -42.02032 -42.01936 -42.01936 -42.01921 -42.01921 -42.01911 -42.01911 -42.01910 -42.01910 -42.01903 -42.01903 -42.01895 -42.01895 -42.01791 -42.01791 -42.01787 -42.01787 -42.01770 -42.01770 -42.01342 -42.01342 -42.01338 -42.01338 -42.01328 -42.01328 -42.00826 -42.00826 -42.00819 -42.00819 -42.00818 -42.00818 -41.99980 -41.99980 -41.99979 -41.99979 -41.99976 -41.99976 -41.99533 -41.99533 -41.99531 -41.99531 -41.99525 -41.99525 -41.99226 -41.99226 -41.99223 -41.99223 -41.99217 -41.99217 -41.99097 -41.99097 -41.99096 -41.99096 -41.99095 -41.99095 -8.50127 -8.50127 -8.25035 -8.25035 -8.22899 -8.22899 -8.17977 -8.17977 -8.05209 -8.05209 -8.01943 -8.01943 -7.77270 -7.77270 -7.76241 -7.76241 -7.73116 -7.73116 -7.70392 -7.70392 -7.64749 -7.64749 -7.55551 -7.55551 -7.47869 -7.47869 -7.47821 -7.47821 -7.47530 -7.47530 -7.46589 -7.46589 -7.46268 -7.46268 -7.44905 -7.44905 -7.43680 -7.43680 -7.41680 -7.41680 -7.39569 -7.39569 -7.36105 -7.36105 -7.34694 -7.34694 -7.34342 -7.34342 -7.34309 -7.34309 -7.31291 -7.31291 -7.26903 -7.26903 -7.25645 -7.25645 -7.25557 -7.25557 -7.24972 -7.24972 -7.22696 -7.22696 -7.22261 -7.22261 -7.21075 -7.21075 -7.17836 -7.17836 -7.17800 -7.17800 -7.16850 -7.16850 2.17381 2.17381 2.18551 2.18551 2.23796 2.23796 2.28923 2.28923 2.29932 2.29932 2.40659 2.40659 2.44091 2.44091 2.44124 2.44124 2.45097 2.45097 2.49929 2.49929 2.52062 2.52062 2.56385 2.56385 2.57150 2.57150 2.57763 2.57763 2.57980 2.57980 2.58901 2.58901 2.61930 2.61930 2.65867 2.65867 2.72269 2.72269 2.74127 2.74127 2.74165 2.74165 2.78841 2.78841 2.81939 2.81939 2.84289 2.84289 2.89646 2.89646 2.89905 2.89905 2.90683 2.90683 2.90719 2.90719 2.92655 2.92655 2.95402 2.95402 2.95823 2.95823 2.99368 2.99368 2.99505 2.99505 2.99814 2.99814 3.02249 3.02249 3.06294 3.06294 3.15637 3.15637 3.16190 3.16190 3.16616 3.16616 3.17380 3.17380 3.18538 3.18538 3.21032 3.21032 3.24921 3.24921 3.25266 3.25266 3.27967 3.27967 3.29955 3.29955 3.36084 3.36084 3.37780 3.37780 3.39369 3.39369 3.43446 3.43446 3.44492 3.44492 3.44632 3.44632 3.44725 3.44725 3.48729 3.48729 3.53130 3.53130 3.56716 3.56716 3.62989 3.62989 3.73244 3.73244 3.73965 3.73965 3.76774 3.76774 4.96730 4.96730 4.99870 4.99870 5.01164 5.01164 5.02237 5.02237 5.07372 5.07372 5.11641 5.11641 5.15821 5.15821 5.24737 5.24737 5.26937 5.26937 5.28134 5.28134 5.34386 5.34386 5.34892 5.34892 5.39471 5.39471 5.42285 5.42285 5.55839 5.55839 5.61080 5.61080 5.85417 5.85417 5.86273 5.86273 5.93514 5.93514 5.94869 5.94869 6.00482 6.00482 6.03657 6.03657 6.07930 6.07930 6.25134 6.25134 6.26493 6.26493 6.27173 6.27173 6.30789 6.30789 6.31596 6.31596 6.33603 6.33603 6.40787 6.40787 6.57242 6.57242 6.57624 6.57624 6.62153 6.62153 6.67072 6.67072 6.71052 6.71052 6.76207 6.76207 6.77747 6.77747 6.81715 6.81715 6.85627 6.85627 6.87199 6.87199 6.89595 6.89595 6.90908 6.90908 6.94296 6.94296 7.03326 7.03326 7.04120 7.04120 7.05677 7.05677 7.08187 7.08187 7.10397 7.10397 7.13726 7.13727 7.19014 7.19014 7.27402 7.27402 7.27834 7.27834 7.30179 7.30179 7.31132 7.31132 7.33829 7.33829 7.41731 7.41731 7.43982 7.43982 7.48170 7.48170 7.49768 7.49768 7.56895 7.56895 7.59401 7.59401 7.60410 7.60410 7.65188 7.65188 7.70716 7.70716 7.73110 7.73110 7.74432 7.74432 7.86571 7.86571 7.87106 7.87106 7.88017 7.88017 7.93943 7.93943 7.97687 7.97687 7.99083 7.99083 8.07699 8.07699 8.11380 8.11380 8.25415 8.25415 8.32657 8.32657 8.37577 8.37577 8.37742 8.37742 8.40069 8.40069 8.45056 8.45056 8.46674 8.46674 8.52406 8.52406 8.53886 8.53886 8.54718 8.54718 8.59127 8.59127 8.67529 8.67529 8.68270 8.68270 8.76942 8.76942 8.85548 8.85548 8.88178 8.88178 8.92540 8.92540 8.93527 8.93527 8.94388 8.94388 9.00374 9.00374 9.04833 9.04833 9.05786 9.05786 9.17284 9.17284 9.31278 9.31278 9.34416 9.34416 9.34496 9.34496 9.35820 9.35820 9.45700 9.45700 9.52045 9.52045 9.53924 9.53924 9.56118 9.56118 9.64934 9.64934 9.69124 9.69124 9.73404 9.73404 11.87848 11.87848 11.89036 11.89036 11.92696 11.92696 11.96209 11.96209 11.97074 11.97074 11.97845 11.97845 11.97938 11.97938 11.98828 11.98828 12.00227 12.00227 12.00278 12.00278 12.02388 12.02388 12.05357 12.05357 12.08180 12.08180 12.09236 12.09236 12.12547 12.12547 12.13451 12.13451 12.13897 12.13897 12.16976 12.16977 12.19313 12.19313 12.22310 12.22310 12.23133 12.23133 12.24696 12.24696 12.25101 12.25101 12.25400 12.25400 12.26526 12.26526 12.26878 12.26878 12.30372 12.30372 12.31406 12.31406 12.32378 12.32378 12.34064 12.34064 12.36707 12.36707 12.36814 12.36814 12.38971 12.38971 12.39495 12.39495 12.43455 12.43455 12.45590 12.45590 12.46430 12.46430 12.47347 12.47347 12.52697 12.52697 12.55336 12.55336 12.57599 12.57599 12.58359 12.58359 12.59562 12.59562 12.60030 12.60030 12.61563 12.61563 12.61965 12.61965 12.67468 12.67468 12.68502 12.68502 12.68856 12.68856 12.69173 12.69173 12.74986 12.74986 12.76524 12.76524 12.77320 12.77320 12.78246 12.78246 12.80992 12.80992 12.81224 12.81224 12.82977 12.82977 12.83004 12.83004 12.84005 12.84005 12.86737 12.86737</array>
           </list>
           <list dictRef="lowdin">
              <array dataType="xsd:integer" dictRef="cc:serial" size="120">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120</array>
              <array dataType="xsd:double" dictRef="cc:charge" size="120">15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 15.2647 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599 6.4599</array>
              <array dataType="xsd:double" dictRef="cc:charges" size="120">2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 2.3747 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421 1.6421</array>
              <array dataType="xsd:double" dictRef="cc:chargep" size="120">6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 6.9770 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178 4.8178</array>
              <array dataType="xsd:double" dictRef="cc:charged" size="120">5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 5.9130 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
              <array dataType="xsd:double" dictRef="qex:polarization" size="120">4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 0.0000 -0.0000 -0.0000 0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 0.0000 -0.0000 -0.0000 0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 0.0000 -0.0000 -0.0000 0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 4.0319 -4.0319 0.0000 -0.0000 -0.0000 0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000</array>
              <array dataType="xsd:double" dictRef="qex:polarizations" size="120">0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0000 -0.0000 0.0000 0.0000 0.0000 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 -0.0000 0.0000 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0000 -0.0000 0.0000 0.0000 0.0000 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 -0.0000 0.0000 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0000 -0.0000 0.0000 0.0000 0.0000 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 -0.0000 0.0000 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0190 -0.0190 0.0000 -0.0000 0.0000 0.0000 0.0000 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 -0.0000 0.0000</array>
              <array dataType="xsd:double" dictRef="qex:polarizationp" size="120">0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0140 -0.0140 0.0000 0.0000 -0.0000 -0.0000 -0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000 0.0000 0.0000 -0.0000 -0.0000</array>
              <array dataType="xsd:double" dictRef="qex:polarizationd" size="120">3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 3.9989 -3.9989 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000</array>
           </list>
        </module>
    </comment>






Template definition



<template id="projwfc" name="energy" pattern="\s*k\s*=.*" endPattern="\s*k\s*=.*" endPattern2="\s*" repeat="*">  <record id="kpoint">\s*k\s*={3F,cc:coord}</record>  <template pattern="\s*====\s*e.*====\s*" endPattern=".*" endPattern2="~" repeat="*">    <record>\s*====\s*e\({X,qex:level}\)\s*={F,cc:energy}eV\s*====\s*</record>
        </template>  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:level']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:energy']" />  <transform process="pullup" xpath=".//cml:array[@dictRef='qex:level']" repeat="2" />  <transform process="pullup" xpath=".//cml:array[@dictRef='cc:energy']" repeat="2" />  <transform process="moveRelative" xpath=".//cml:array[@dictRef='qex:level']" to="parent::cml:module/parent::cml:module/cml:list" />  <transform process="moveRelative" xpath=".//cml:array[@dictRef='cc:energy']" to="parent::cml:module/parent::cml:module/cml:list" />
    </template>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='kpoint']" />
<transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='kpoint']/cml:array[@dictRef='cc:energy']" value="nonsi:electronvolt" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<template id="lowdin" name="Lowdin Charges" pattern="\s*Lowdin\s*Charges:\s*" endPattern=".*\S.*$\s*" repeat="*">  <template id="atom" pattern="\s*Atom.*" endPattern="\s*Atom.*" endPattern2="~" repeat="*">    <record>\s*Atom\s*#\s*{I,cc:serial}:.*=\s*{F,cc:charge},\s*s\s={F,cc:charges},\s*p\s={F,cc:chargep},\s*d\s={F,cc:charged}.*</record>    <record repeat="*">\s*((?!polarization).)*</record>    <record>\s*polarization\s*=\s*{F,qex:polarization},\s*s\s={F,qex:polarizations},\s*p\s={F,qex:polarizationp},\s*d\s={F,qex:polarizationd}.*</record>
        </template>  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:charge']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:charges']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:chargep']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:charged']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:polarization']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:polarizations']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:polarizationp']" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:polarizationd']" />  <transform process="addChild" xpath="." elementName="cml:list" dictRef="lowdin" />  <transform process="moveRelative" xpath=".//cml:array" to="following::cml:list[@dictRef='lowdin']" />  <transform process="pullup" xpath=".//cml:list[@dictRef='lowdin']" />
    </template>
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='lowdin']" />
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frequencies


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso log



	id

	frequencies



	name

	Frequencies



	pattern

	\s*\*{10,}\s*$\s*freq\s\(.*



	endPattern

	\s*\*{10,}



	xml:base

	postprocessings/phonom.xml







Input



**************************************************************************
    freq (    1) =      -3.022679 [THz] =    -100.825730 [cm-1]
    freq (    2) =      -1.252407 [THz] =     -41.775805 [cm-1]
    freq (    3) =       0.801352 [THz] =      26.730212 [cm-1]
    freq (    4) =       2.015948 [THz] =      67.244786 [cm-1]
    freq (    5) =       3.401824 [THz] =     113.472642 [cm-1]
    freq (    6) =     129.087361 [THz] =    4305.890869 [cm-1]
**************************************************************************






Output text



<comment class="example.output" id="frequencies">
      <module cmlx:templateRef="frequencies">
         <array dataType="xsd:string" dictRef="cc:serial" size="6">1 2 3 4 5 6</array>
         <array dataType="xsd:double" dictRef="cc:frequency" size="6" units="nonsi:cm-1">-100.825730 -41.775805 26.730212 67.244786 113.472642 4305.890869</array>
      </module>
    </comment>






Template definition



<record repeat="1" />
<record repeat="*" makeArray="true">\s*freq\s*\({X,cc:serial}\).*=\s*{F,cc:frequency}\[cm-1\]\s*</record>
<transform process="addUnits" xpath=".//cml:array[@dictRef='cc:frequency']" value="nonsi:cm-1" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
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qespresso.input


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso input



	id

	qespresso.input



	name

	QuantumEspresso input



	xml:base

	topTemplate.xml







Input



&CONTROL
                 calculation = 'relax' ,
                restart_mode = 'from_scratch' ,
                  wf_collect = .true. ,
                      prefix = 'Fe.USPP.001_2x2_145_vaccum' ,
                   verbosity = 'high' ,
               etot_conv_thr = 1.0D-9 ,
               forc_conv_thr = 1.0D-5 ,
                     tstress = .true. ,
                     tprnfor = .true. ,
                    dipfield = .true. ,
 /
&SYSTEM
                      ibrav = 14,
                          A = 10.2304 ,
                          B = 10.2304 ,
                          C = 28.3548 ,
                      cosAB = -0.5 ,
                      cosAC = 0 ,
                      cosBC = 0 ,
                        nat = 120 ,
                       ntyp = 3,
                    ecutwfc = 40.0 ,
                    ecutrho = 320.0 ,
                  input_dft = 'PBE' ,
                occupations = 'smearing' ,
                    degauss = 0.02 ,
                   smearing = 'gaussian' ,
                      nspin = 2 ,
    starting_magnetization(1) = 1.0,
    starting_magnetization(2) = -1.0,
    starting_magnetization(3) = 0.0,
                  lda_plus_u = .true. ,
             lda_plus_u_kind = 0 , !type 2 not implemented, ignores J
                Hubbard_U(1) = 4.2,
                Hubbard_U(2) = 4.2,
               Hubbard_J0(1) = 0.0, !Is ignored!
               Hubbard_J0(2) = 0.0, !Is ignored!
/
&ELECTRONS
           electron_maxstep = 800,
              conv_thr_init = 1e-4 ,
                   conv_thr = 1e-9 ,
                startingpot = 'atomic' ,
                startingwfc = 'random' ,
               adaptive_thr = .true. ,
                mixing_beta = 0.14,
            diagonalization = 'cg' ,
/
&IONS
               ion_dynamics = 'bfgs' ,
           trust_radius_min =  1.D-5 ,
/
ATOMIC_SPECIES
 Fe1   55.84500  Fe.pbe-sp-van_ak.UPF
 Fe2   55.84500  Fe.pbe-sp-van_ak.UPF
   O   15.99990  O.pbe-van_ak.UPF
ATOMIC_POSITIONS crystal
Fe2      0.166663898   0.333337143   0.409451359
Fe1     -0.000002447   0.000003614   0.451051249
Fe2      0.166660000   0.333340000   0.061240000    0   0   0
Fe1      0.333340000   0.166670000   0.000000000    0   0   0
Fe2      0.000000000   0.000000000   0.081950000    0   0   0
Fe1      0.333340000   0.166670000   0.143190000    0   0   0
Fe2     -0.000005343   0.000005009   0.225538724
Fe1      0.166660000   0.333340000   0.163900000    0   0   0
Fe2      0.333327346   0.166671997   0.246584781
Fe1      0.166662601   0.333338569   0.308651469
Fe2      0.333330456   0.166670754   0.396298854
Fe1     -0.000003950   0.000004548   0.328137387
O        0.152380000   0.000000000   0.030620000    0   0   0
O        0.000000000   0.152380000   0.030620000    0   0   0
O        0.493114653   0.320585686   0.442431216
O        0.327462379   0.006886637   0.442431019
O        0.179415420   0.172539124   0.442431172
O        0.347620000   0.347620000   0.030620000    0   0   0
O        0.485638190   0.166610684   0.194910500
O        0.333389960   0.319042226   0.194910254
O        0.319050000   0.485720000   0.112570000    0   0   0
O        0.166660000   0.180960000   0.112570000    0   0   0
O        0.014280000   0.333340000   0.112570000    0   0   0
O        0.180958728   0.014363721   0.194910054
O        0.321788281   0.333225075   0.360556075
O        0.166775360   0.488574984   0.360556183
O        0.152375882   0.153125384   0.277338078
O        0.000735347   0.347624423   0.277338029
O        0.346875072  -0.000734132   0.277338119
O        0.011425967   0.178212850   0.360556085
Fe2      0.666663975   0.333337151   0.409451269
Fe1      0.499997414   0.000003470   0.451051255
Fe2      0.666660000   0.333340000   0.061240000    0   0   0
Fe1      0.833330000   0.166670000   0.000000000    0   0   0
Fe2      0.500000000   0.000000000   0.081950000    0   0   0
Fe1      0.833330000   0.166670000   0.143190000    0   0   0
Fe2      0.499993955   0.000003637   0.225539296
Fe1      0.666660000   0.333340000   0.163900000    0   0   0
Fe2      0.833328682   0.166672502   0.246584853
Fe1      0.666662589   0.333338201   0.308651364
Fe2      0.833330375   0.166670545   0.396298876
Fe1      0.499996285   0.000004543   0.328137528
O        0.652380000   0.000000000   0.030620000    0   0   0
O        0.500000000   0.152380000   0.030620000    0   0   0
O        0.993114488   0.320585299   0.442431331
O        0.827462315   0.006886443   0.442431085
O        0.679415215   0.172538968   0.442431093
O        0.847620000   0.347620000   0.030620000    0   0   0
O        0.985636731   0.166611225   0.194910522
O        0.833388840   0.319042139   0.194910295
O        0.819050000   0.485720000   0.112570000    0   0   0
O        0.666660000   0.180960000   0.112570000    0   0   0
O        0.514280000   0.333340000   0.112570000    0   0   0
O        0.680957272   0.014362846   0.194909856
O        0.821788385   0.333224926   0.360556030
O        0.666775614   0.488574957   0.360556124
O        0.652376318   0.153125058   0.277338113
O        0.500734916   0.347623757   0.277338123
O        0.846874865  -0.000734269   0.277338041
O        0.511426021   0.178212879   0.360556047
Fe2      0.166664013   0.833337308   0.409451299
Fe1     -0.000002422   0.500003543   0.451051094
Fe2      0.166660000   0.833340000   0.061240000    0   0   0
Fe1      0.333340000   0.666670000   0.000000000    0   0   0
Fe2      0.000000000   0.500000000   0.081950000    0   0   0
Fe1      0.333340000   0.666670000   0.143190000    0   0   0
Fe2     -0.000005198   0.500005166   0.225538724
Fe1      0.166660000   0.833340000   0.163900000    0   0   0
Fe2      0.333327452   0.666671987   0.246584799
Fe1      0.166662495   0.833338565   0.308651427
Fe2      0.333330417   0.666670672   0.396298920
Fe1     -0.000003873   0.500004576   0.328137392
O        0.152380000   0.500000000   0.030620000    0   0   0
O        0.000000000   0.652380000   0.030620000    0   0   0
O        0.493114605   0.820585415   0.442431371
O        0.327462127   0.506886475   0.442431144
O        0.179415387   0.672539192   0.442431155
O        0.347620000   0.847620000   0.030620000    0   0   0
O        0.485638691   0.666610887   0.194910346
O        0.333390108   0.819042192   0.194910214
O        0.319050000   0.985720000   0.112570000    0   0   0
O        0.166660000   0.680960000   0.112570000    0   0   0
O        0.014280000   0.833340000   0.112570000    0   0   0
O        0.180958984   0.514363858   0.194910061
O        0.321788441   0.833225106   0.360556081
O        0.166775442   0.988575063   0.360556110
O        0.152376131   0.653125410   0.277338124
O        0.000735220   0.847624458   0.277338005
O        0.346875153   0.499266006   0.277338134
O        0.011426050   0.678213001   0.360556059
Fe2      0.666664011   0.833337086   0.409451389
Fe1      0.499997365   0.500003643   0.451051294
Fe2      0.666660000   0.833340000   0.061240000    0   0   0
Fe1      0.833330000   0.666670000   0.000000000    0   0   0
Fe2      0.500000000   0.500000000   0.081950000    0   0   0
Fe1      0.833330000   0.666670000   0.143190000    0   0   0
Fe2      0.499994218   0.500003611   0.225539273
Fe1      0.666660000   0.833340000   0.163900000    0   0   0
Fe2      0.833328491   0.666672211   0.246584848
Fe1      0.666662622   0.833338209   0.308651450
Fe2      0.833330463   0.666670636   0.396298920
Fe1      0.499996331   0.500004588   0.328137541
O        0.652380000   0.500000000   0.030620000    0   0   0
O        0.500000000   0.652380000   0.030620000    0   0   0
O        0.993114696   0.820585530   0.442431324
O        0.827462342   0.506886424   0.442431009
O        0.679415402   0.672539007   0.442431234
O        0.847620000   0.847620000   0.030620000    0   0   0
O        0.985637094   0.666611510   0.194910645
O        0.833388422   0.819042438   0.194910203
O        0.819050000   0.985720000   0.112570000    0   0   0
O        0.666660000   0.680950000   0.112570000    0   0   0
O        0.514280000   0.833340000   0.112570000    0   0   0
O        0.680957752   0.514362481   0.194910377
O        0.821788383   0.833224999   0.360556091
O        0.666775439   0.988574757   0.360556167
O        0.652376290   0.653125146   0.277338174
O        0.500735108   0.847623809   0.277338072
O        0.846875134   0.499265776   0.277338099
O        0.511426047   0.678212724   0.360556191
K_POINTS automatic
2 2 1 0 0 0






Output text



<comment class="example.output" id="qespresso.input">
        <module id="qespresso.input">
              <list cmlx:templateRef="CONTROL">
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">calculation</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">relax</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">restart_mode</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">from_scratch</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">wf_collect</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">true</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">prefix</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">Fe.USPP.001_2x2_145_vaccum</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">verbosity</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">high</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">etot_conv_thr</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">1.0D-9</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">forc_conv_thr</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">1.0D-5</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">tstress</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">true</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">tprnfor</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">true</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">dipfield</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">true</scalar>
      </list>
   </list>
   <list cmlx:templateRef="SYSTEM">
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">ibrav</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">14</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">A</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">10.2304</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">B</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">10.2304</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">C</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">28.3548</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">cosAB</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">-0.5</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">cosAC</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">cosBC</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">nat</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">120</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">ntyp</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">3</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">ecutwfc</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">40.0</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">ecutrho</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">320.0</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">input_dft</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">PBE</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">occupations</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">smearing</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">degauss</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0.02</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">smearing</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">gaussian</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">nspin</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">2</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">starting_magnetization(1)</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">1.0</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">starting_magnetization(2)</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">-1.0</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">starting_magnetization(3)</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0.0</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">lda_plus_u</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">true</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">lda_plus_u_kind</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0 , !type 2 not implemented, ignores J</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">Hubbard_U(1)</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">4.2</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">Hubbard_U(2)</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">4.2</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">Hubbard_J0(1)</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0.0, !Is ignored!</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">Hubbard_J0(2)</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0.0, !Is ignored!</scalar>
      </list>
   </list>
   <list cmlx:templateRef="ELECTRONS">
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">electron_maxstep</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">800</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">conv_thr_init</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">1e-4</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">conv_thr</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">1e-9</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">startingpot</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">atomic</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">startingwfc</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">random</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">adaptive_thr</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">true</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">mixing_beta</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0.14</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">diagonalization</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">cg</scalar>
      </list>
   </list>
   <list cmlx:templateRef="IONS">
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">ion_dynamics</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">bfgs</scalar>
      </list>
      <list>
         <scalar dataType="xsd:string" dictRef="cc:parameter">trust_radius_min</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">1.D-5</scalar>
      </list>
   </list>
   <list dictRef="species">
      <array dataType="xsd:string" dictRef="qex:specie" size="3">Fe1 Fe2 O</array>
      <array dataType="xsd:double" dictRef="cc:mass" size="3">55.84500 55.84500 15.99990</array>
      <array dataType="xsd:string" dictRef="qex:pseudopot" size="3">Fe.pbe-sp-van_ak.UPF Fe.pbe-sp-van_ak.UPF O.pbe-van_ak.UPF</array>
      <array dictRef="cc:elementType" size="3">Fe Fe O</array>
      <map id="speciesToAtomTypeMap">
         <link from="Fe1" to="Fe" />
         <link from="Fe2" to="Fe" />
         <link from="O" to="O" />
      </map>
   </list>
      <list cmlx:templateRef="atoms">
            <atom elementType="Fe" id="a1" specie="Fe2" x3="" xFract="0.166663898" y3="" yFract="0.333337143" z3="" zFract="0.409451359">Fe</atom>
            <atom elementType="Fe" id="a2" specie="Fe1" x3="" xFract="-2.447E-6" y3="" yFract="3.614E-6" z3="" zFract="0.451051249">Fe</atom>
            <atom elementType="Fe" id="a3" specie="Fe2" x3="" xFract="0.16666" y3="" yFract="0.33334" z3="" zFract="0.06124">Fe</atom>
            <atom elementType="Fe" id="a4" specie="Fe1" x3="" xFract="0.33334" y3="" yFract="0.16667" z3="" zFract="0.0">Fe</atom>
            <atom elementType="Fe" id="a5" specie="Fe2" x3="" xFract="0.0" y3="" yFract="0.0" z3="" zFract="0.08195">Fe</atom>
            <atom elementType="Fe" id="a6" specie="Fe1" x3="" xFract="0.33334" y3="" yFract="0.16667" z3="" zFract="0.14319">Fe</atom>
            <atom elementType="Fe" id="a7" specie="Fe2" x3="" xFract="-5.343E-6" y3="" yFract="5.009E-6" z3="" zFract="0.225538724">Fe</atom>
            <atom elementType="Fe" id="a8" specie="Fe1" x3="" xFract="0.16666" y3="" yFract="0.33334" z3="" zFract="0.1639">Fe</atom>
            <atom elementType="Fe" id="a9" specie="Fe2" x3="" xFract="0.333327346" y3="" yFract="0.166671997" z3="" zFract="0.246584781">Fe</atom>
            <atom elementType="Fe" id="a10" specie="Fe1" x3="" xFract="0.166662601" y3="" yFract="0.333338569" z3="" zFract="0.308651469">Fe</atom>
            <atom elementType="Fe" id="a11" specie="Fe2" x3="" xFract="0.333330456" y3="" yFract="0.166670754" z3="" zFract="0.396298854">Fe</atom>
            <atom elementType="Fe" id="a12" specie="Fe1" x3="" xFract="-3.95E-6" y3="" yFract="4.548E-6" z3="" zFract="0.328137387">Fe</atom>
            <atom elementType="O" id="a13" specie="O" x3="" xFract="0.15238" y3="" yFract="0.0" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a14" specie="O" x3="" xFract="0.0" y3="" yFract="0.15238" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a15" specie="O" x3="" xFract="0.493114653" y3="" yFract="0.320585686" z3="" zFract="0.442431216">O</atom>
            <atom elementType="O" id="a16" specie="O" x3="" xFract="0.327462379" y3="" yFract="0.006886637" z3="" zFract="0.442431019">O</atom>
            <atom elementType="O" id="a17" specie="O" x3="" xFract="0.17941542" y3="" yFract="0.172539124" z3="" zFract="0.442431172">O</atom>
            <atom elementType="O" id="a18" specie="O" x3="" xFract="0.34762" y3="" yFract="0.34762" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a19" specie="O" x3="" xFract="0.48563819" y3="" yFract="0.166610684" z3="" zFract="0.1949105">O</atom>
            <atom elementType="O" id="a20" specie="O" x3="" xFract="0.33338996" y3="" yFract="0.319042226" z3="" zFract="0.194910254">O</atom>
            <atom elementType="O" id="a21" specie="O" x3="" xFract="0.31905" y3="" yFract="0.48572" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a22" specie="O" x3="" xFract="0.16666" y3="" yFract="0.18096" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a23" specie="O" x3="" xFract="0.01428" y3="" yFract="0.33334" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a24" specie="O" x3="" xFract="0.180958728" y3="" yFract="0.014363721" z3="" zFract="0.194910054">O</atom>
            <atom elementType="O" id="a25" specie="O" x3="" xFract="0.321788281" y3="" yFract="0.333225075" z3="" zFract="0.360556075">O</atom>
            <atom elementType="O" id="a26" specie="O" x3="" xFract="0.16677536" y3="" yFract="0.488574984" z3="" zFract="0.360556183">O</atom>
            <atom elementType="O" id="a27" specie="O" x3="" xFract="0.152375882" y3="" yFract="0.153125384" z3="" zFract="0.277338078">O</atom>
            <atom elementType="O" id="a28" specie="O" x3="" xFract="7.35347E-4" y3="" yFract="0.347624423" z3="" zFract="0.277338029">O</atom>
            <atom elementType="O" id="a29" specie="O" x3="" xFract="0.346875072" y3="" yFract="-7.34132E-4" z3="" zFract="0.277338119">O</atom>
            <atom elementType="O" id="a30" specie="O" x3="" xFract="0.011425967" y3="" yFract="0.17821285" z3="" zFract="0.360556085">O</atom>
            <atom elementType="Fe" id="a31" specie="Fe2" x3="" xFract="0.666663975" y3="" yFract="0.333337151" z3="" zFract="0.409451269">Fe</atom>
            <atom elementType="Fe" id="a32" specie="Fe1" x3="" xFract="0.499997414" y3="" yFract="3.47E-6" z3="" zFract="0.451051255">Fe</atom>
            <atom elementType="Fe" id="a33" specie="Fe2" x3="" xFract="0.66666" y3="" yFract="0.33334" z3="" zFract="0.06124">Fe</atom>
            <atom elementType="Fe" id="a34" specie="Fe1" x3="" xFract="0.83333" y3="" yFract="0.16667" z3="" zFract="0.0">Fe</atom>
            <atom elementType="Fe" id="a35" specie="Fe2" x3="" xFract="0.5" y3="" yFract="0.0" z3="" zFract="0.08195">Fe</atom>
            <atom elementType="Fe" id="a36" specie="Fe1" x3="" xFract="0.83333" y3="" yFract="0.16667" z3="" zFract="0.14319">Fe</atom>
            <atom elementType="Fe" id="a37" specie="Fe2" x3="" xFract="0.499993955" y3="" yFract="3.637E-6" z3="" zFract="0.225539296">Fe</atom>
            <atom elementType="Fe" id="a38" specie="Fe1" x3="" xFract="0.66666" y3="" yFract="0.33334" z3="" zFract="0.1639">Fe</atom>
            <atom elementType="Fe" id="a39" specie="Fe2" x3="" xFract="0.833328682" y3="" yFract="0.166672502" z3="" zFract="0.246584853">Fe</atom>
            <atom elementType="Fe" id="a40" specie="Fe1" x3="" xFract="0.666662589" y3="" yFract="0.333338201" z3="" zFract="0.308651364">Fe</atom>
            <atom elementType="Fe" id="a41" specie="Fe2" x3="" xFract="0.833330375" y3="" yFract="0.166670545" z3="" zFract="0.396298876">Fe</atom>
            <atom elementType="Fe" id="a42" specie="Fe1" x3="" xFract="0.499996285" y3="" yFract="4.543E-6" z3="" zFract="0.328137528">Fe</atom>
            <atom elementType="O" id="a43" specie="O" x3="" xFract="0.65238" y3="" yFract="0.0" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a44" specie="O" x3="" xFract="0.5" y3="" yFract="0.15238" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a45" specie="O" x3="" xFract="0.993114488" y3="" yFract="0.320585299" z3="" zFract="0.442431331">O</atom>
            <atom elementType="O" id="a46" specie="O" x3="" xFract="0.827462315" y3="" yFract="0.006886443" z3="" zFract="0.442431085">O</atom>
            <atom elementType="O" id="a47" specie="O" x3="" xFract="0.679415215" y3="" yFract="0.172538968" z3="" zFract="0.442431093">O</atom>
            <atom elementType="O" id="a48" specie="O" x3="" xFract="0.84762" y3="" yFract="0.34762" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a49" specie="O" x3="" xFract="0.985636731" y3="" yFract="0.166611225" z3="" zFract="0.194910522">O</atom>
            <atom elementType="O" id="a50" specie="O" x3="" xFract="0.83338884" y3="" yFract="0.319042139" z3="" zFract="0.194910295">O</atom>
            <atom elementType="O" id="a51" specie="O" x3="" xFract="0.81905" y3="" yFract="0.48572" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a52" specie="O" x3="" xFract="0.66666" y3="" yFract="0.18096" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a53" specie="O" x3="" xFract="0.51428" y3="" yFract="0.33334" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a54" specie="O" x3="" xFract="0.680957272" y3="" yFract="0.014362846" z3="" zFract="0.194909856">O</atom>
            <atom elementType="O" id="a55" specie="O" x3="" xFract="0.821788385" y3="" yFract="0.333224926" z3="" zFract="0.36055603">O</atom>
            <atom elementType="O" id="a56" specie="O" x3="" xFract="0.666775614" y3="" yFract="0.488574957" z3="" zFract="0.360556124">O</atom>
            <atom elementType="O" id="a57" specie="O" x3="" xFract="0.652376318" y3="" yFract="0.153125058" z3="" zFract="0.277338113">O</atom>
            <atom elementType="O" id="a58" specie="O" x3="" xFract="0.500734916" y3="" yFract="0.347623757" z3="" zFract="0.277338123">O</atom>
            <atom elementType="O" id="a59" specie="O" x3="" xFract="0.846874865" y3="" yFract="-7.34269E-4" z3="" zFract="0.277338041">O</atom>
            <atom elementType="O" id="a60" specie="O" x3="" xFract="0.511426021" y3="" yFract="0.178212879" z3="" zFract="0.360556047">O</atom>
            <atom elementType="Fe" id="a61" specie="Fe2" x3="" xFract="0.166664013" y3="" yFract="0.833337308" z3="" zFract="0.409451299">Fe</atom>
            <atom elementType="Fe" id="a62" specie="Fe1" x3="" xFract="-2.422E-6" y3="" yFract="0.500003543" z3="" zFract="0.451051094">Fe</atom>
            <atom elementType="Fe" id="a63" specie="Fe2" x3="" xFract="0.16666" y3="" yFract="0.83334" z3="" zFract="0.06124">Fe</atom>
            <atom elementType="Fe" id="a64" specie="Fe1" x3="" xFract="0.33334" y3="" yFract="0.66667" z3="" zFract="0.0">Fe</atom>
            <atom elementType="Fe" id="a65" specie="Fe2" x3="" xFract="0.0" y3="" yFract="0.5" z3="" zFract="0.08195">Fe</atom>
            <atom elementType="Fe" id="a66" specie="Fe1" x3="" xFract="0.33334" y3="" yFract="0.66667" z3="" zFract="0.14319">Fe</atom>
            <atom elementType="Fe" id="a67" specie="Fe2" x3="" xFract="-5.198E-6" y3="" yFract="0.500005166" z3="" zFract="0.225538724">Fe</atom>
            <atom elementType="Fe" id="a68" specie="Fe1" x3="" xFract="0.16666" y3="" yFract="0.83334" z3="" zFract="0.1639">Fe</atom>
            <atom elementType="Fe" id="a69" specie="Fe2" x3="" xFract="0.333327452" y3="" yFract="0.666671987" z3="" zFract="0.246584799">Fe</atom>
            <atom elementType="Fe" id="a70" specie="Fe1" x3="" xFract="0.166662495" y3="" yFract="0.833338565" z3="" zFract="0.308651427">Fe</atom>
            <atom elementType="Fe" id="a71" specie="Fe2" x3="" xFract="0.333330417" y3="" yFract="0.666670672" z3="" zFract="0.39629892">Fe</atom>
            <atom elementType="Fe" id="a72" specie="Fe1" x3="" xFract="-3.873E-6" y3="" yFract="0.500004576" z3="" zFract="0.328137392">Fe</atom>
            <atom elementType="O" id="a73" specie="O" x3="" xFract="0.15238" y3="" yFract="0.5" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a74" specie="O" x3="" xFract="0.0" y3="" yFract="0.65238" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a75" specie="O" x3="" xFract="0.493114605" y3="" yFract="0.820585415" z3="" zFract="0.442431371">O</atom>
            <atom elementType="O" id="a76" specie="O" x3="" xFract="0.327462127" y3="" yFract="0.506886475" z3="" zFract="0.442431144">O</atom>
            <atom elementType="O" id="a77" specie="O" x3="" xFract="0.179415387" y3="" yFract="0.672539192" z3="" zFract="0.442431155">O</atom>
            <atom elementType="O" id="a78" specie="O" x3="" xFract="0.34762" y3="" yFract="0.84762" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a79" specie="O" x3="" xFract="0.485638691" y3="" yFract="0.666610887" z3="" zFract="0.194910346">O</atom>
            <atom elementType="O" id="a80" specie="O" x3="" xFract="0.333390108" y3="" yFract="0.819042192" z3="" zFract="0.194910214">O</atom>
            <atom elementType="O" id="a81" specie="O" x3="" xFract="0.31905" y3="" yFract="0.98572" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a82" specie="O" x3="" xFract="0.16666" y3="" yFract="0.68096" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a83" specie="O" x3="" xFract="0.01428" y3="" yFract="0.83334" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a84" specie="O" x3="" xFract="0.180958984" y3="" yFract="0.514363858" z3="" zFract="0.194910061">O</atom>
            <atom elementType="O" id="a85" specie="O" x3="" xFract="0.321788441" y3="" yFract="0.833225106" z3="" zFract="0.360556081">O</atom>
            <atom elementType="O" id="a86" specie="O" x3="" xFract="0.166775442" y3="" yFract="0.988575063" z3="" zFract="0.36055611">O</atom>
            <atom elementType="O" id="a87" specie="O" x3="" xFract="0.152376131" y3="" yFract="0.65312541" z3="" zFract="0.277338124">O</atom>
            <atom elementType="O" id="a88" specie="O" x3="" xFract="7.3522E-4" y3="" yFract="0.847624458" z3="" zFract="0.277338005">O</atom>
            <atom elementType="O" id="a89" specie="O" x3="" xFract="0.346875153" y3="" yFract="0.499266006" z3="" zFract="0.277338134">O</atom>
            <atom elementType="O" id="a90" specie="O" x3="" xFract="0.01142605" y3="" yFract="0.678213001" z3="" zFract="0.360556059">O</atom>
            <atom elementType="Fe" id="a91" specie="Fe2" x3="" xFract="0.666664011" y3="" yFract="0.833337086" z3="" zFract="0.409451389">Fe</atom>
            <atom elementType="Fe" id="a92" specie="Fe1" x3="" xFract="0.499997365" y3="" yFract="0.500003643" z3="" zFract="0.451051294">Fe</atom>
            <atom elementType="Fe" id="a93" specie="Fe2" x3="" xFract="0.66666" y3="" yFract="0.83334" z3="" zFract="0.06124">Fe</atom>
            <atom elementType="Fe" id="a94" specie="Fe1" x3="" xFract="0.83333" y3="" yFract="0.66667" z3="" zFract="0.0">Fe</atom>
            <atom elementType="Fe" id="a95" specie="Fe2" x3="" xFract="0.5" y3="" yFract="0.5" z3="" zFract="0.08195">Fe</atom>
            <atom elementType="Fe" id="a96" specie="Fe1" x3="" xFract="0.83333" y3="" yFract="0.66667" z3="" zFract="0.14319">Fe</atom>
            <atom elementType="Fe" id="a97" specie="Fe2" x3="" xFract="0.499994218" y3="" yFract="0.500003611" z3="" zFract="0.225539273">Fe</atom>
            <atom elementType="Fe" id="a98" specie="Fe1" x3="" xFract="0.66666" y3="" yFract="0.83334" z3="" zFract="0.1639">Fe</atom>
            <atom elementType="Fe" id="a99" specie="Fe2" x3="" xFract="0.833328491" y3="" yFract="0.666672211" z3="" zFract="0.246584848">Fe</atom>
            <atom elementType="Fe" id="a100" specie="Fe1" x3="" xFract="0.666662622" y3="" yFract="0.833338209" z3="" zFract="0.30865145">Fe</atom>
            <atom elementType="Fe" id="a101" specie="Fe2" x3="" xFract="0.833330463" y3="" yFract="0.666670636" z3="" zFract="0.39629892">Fe</atom>
            <atom elementType="Fe" id="a102" specie="Fe1" x3="" xFract="0.499996331" y3="" yFract="0.500004588" z3="" zFract="0.328137541">Fe</atom>
            <atom elementType="O" id="a103" specie="O" x3="" xFract="0.65238" y3="" yFract="0.5" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a104" specie="O" x3="" xFract="0.5" y3="" yFract="0.65238" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a105" specie="O" x3="" xFract="0.993114696" y3="" yFract="0.82058553" z3="" zFract="0.442431324">O</atom>
            <atom elementType="O" id="a106" specie="O" x3="" xFract="0.827462342" y3="" yFract="0.506886424" z3="" zFract="0.442431009">O</atom>
            <atom elementType="O" id="a107" specie="O" x3="" xFract="0.679415402" y3="" yFract="0.672539007" z3="" zFract="0.442431234">O</atom>
            <atom elementType="O" id="a108" specie="O" x3="" xFract="0.84762" y3="" yFract="0.84762" z3="" zFract="0.03062">O</atom>
            <atom elementType="O" id="a109" specie="O" x3="" xFract="0.985637094" y3="" yFract="0.66661151" z3="" zFract="0.194910645">O</atom>
            <atom elementType="O" id="a110" specie="O" x3="" xFract="0.833388422" y3="" yFract="0.819042438" z3="" zFract="0.194910203">O</atom>
            <atom elementType="O" id="a111" specie="O" x3="" xFract="0.81905" y3="" yFract="0.98572" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a112" specie="O" x3="" xFract="0.66666" y3="" yFract="0.68095" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a113" specie="O" x3="" xFract="0.51428" y3="" yFract="0.83334" z3="" zFract="0.11257">O</atom>
            <atom elementType="O" id="a114" specie="O" x3="" xFract="0.680957752" y3="" yFract="0.514362481" z3="" zFract="0.194910377">O</atom>
            <atom elementType="O" id="a115" specie="O" x3="" xFract="0.821788383" y3="" yFract="0.833224999" z3="" zFract="0.360556091">O</atom>
            <atom elementType="O" id="a116" specie="O" x3="" xFract="0.666775439" y3="" yFract="0.988574757" z3="" zFract="0.360556167">O</atom>
            <atom elementType="O" id="a117" specie="O" x3="" xFract="0.65237629" y3="" yFract="0.653125146" z3="" zFract="0.277338174">O</atom>
            <atom elementType="O" id="a118" specie="O" x3="" xFract="0.500735108" y3="" yFract="0.847623809" z3="" zFract="0.277338072">O</atom>
            <atom elementType="O" id="a119" specie="O" x3="" xFract="0.846875134" y3="" yFract="0.499265776" z3="" zFract="0.277338099">O</atom>
            <atom elementType="O" id="a120" specie="O" x3="" xFract="0.511426047" y3="" yFract="0.678212724" z3="" zFract="0.360556191">O</atom>
      </list>
   <list cmlx:templateRef="KPOINTS">
      <scalar dataType="xsd:string" dictRef="qex:meshScheme">automatic</scalar>
      <array dataType="xsd:integer" dictRef="qex:subdivisionN" size="3">2 2 1</array>
      <array dataType="xsd:double" dictRef="qex:shiftS" size="3">0 0 0</array>
   </list>


        </module>
</comment>






Template definition



<templateList>  <template pattern="\s*\u0026\S+.*" endPattern="\s*\u002F\s*" endPattern2="\s*\u0026\S+.*" endPattern3="~" endOffset="0" repeat="*">    <record>\s*\u0026{X,x:section}</record>    <record repeat="*">\s*!\s*</record>    <record id="section" repeat="*">{X,cc:parameter}=\s*['\.]?{X,cc:value}['\.]?\s*,?\s*</record>    <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='section']" name="cmlx:templateRef" value="$string(preceding-sibling::cml:list/cml:scalar[@dictRef='x:section']/text())" />
        </template>  <template pattern="\s*(?i)K_POINTS.*(gamma|tpiba|crystal).*" endPattern="\s*" endPattern2="~">    <record id="KPOINTS">\s*K_POINTS\s*{A,qex:meshScheme}.*</record>    <record />    <templateList>      <template pattern="\s*(\S+\s+){3}(\d+)\s*" endPattern="\s*" endPattern2="~">        <record id="kpoints_info" repeat="*" makeArray="true">{3F,qex:kpointlist}{I,qex:weight}</record>        <transform process="pullup" xpath=".//cml:array" repeat="2" />
                </template>      <template pattern="\s*(\S+\s+){3}(\d+)\s+\S+.*" endPattern="\s*" endPattern2="~">        <record id="kpoints_info" repeat="*" makeArray="true">{3F,qex:kpointlist}{I,qex:weight}{A,qex:path}</record>        <transform process="pullup" xpath=".//cml:array" repeat="2" />
                </template>
            </templateList>    <transform process="moveRelative" xpath=".//cml:array" to="preceding::cml:scalar[@dictRef='qex:meshScheme']/parent::cml:list" />
        </template>  <template pattern="\s*(?i)K_POINTS\s*automatic.*" endPattern=".*" endPattern2="~" endOffset="1">    <record id="KPOINTS">\s*K_POINTS{X,qex:meshScheme}</record>    <record id="kpoints_info">{3I,qex:subdivisionN}{3F,qex:shiftS}.*</record>    <transform process="moveRelative" xpath=".//cml:array" to="preceding::cml:scalar[@dictRef='qex:meshScheme']/parent::cml:list" />    <transform process="addAttribute" xpath="./cml:list[child::cml:list]" name="cmlx:templateRef" value="KPOINTS" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>  <template pattern="\s*\d+\s*$\s*(\S+\s+){3}(\d+)\s+\S+.*" endPattern="\s*" endPattern2="~">    <record />    <record id="kpoints_info" repeat="*" makeArray="true">{3F,qex:kpointlist}{I,qex:weight}{A,qex:path}</record>    <transform process="pullup" xpath=".//cml:array" repeat="2" />
        </template>  <template id="species" name="Atomic species" pattern="\s*ATOMIC_SPECIES.*" endPattern="\s*((?!\S+\s+[0-9\.\-]+\s+\S+).)*" endPattern2="~">    <record repeat="1" />    <record repeat="*">{A,qex:specie}{F,cc:mass}{X,qex:pseudopot}</record>    <transform process="addChild" xpath=".//cml:list[child::cml:scalar]" elementName="cml:scalar" dictRef="cc:elementType" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='cc:elementType']" value="$string(tokenize(.//preceding-sibling::cml:scalar[@dictRef='qex:pseudopot'],'[\._]')[1])" />    <transform process="addMap" xpath="." id="speciesToAtomTypeMap" from=".//cml:scalar[@dictRef='qex:specie']" to=".//cml:scalar[@dictRef='cc:elementType']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:specie']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:mass']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='qex:pseudopot']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />    <transform process="addChild" xpath="." elementName="cml:list" dictRef="species" />    <transform process="move" xpath=".//cml:scalar" to="./cml:list[@dictRef='species']" />    <transform process="move" xpath=".//cml:array" to="./cml:list[@dictRef='species']" />    <transform process="move" xpath=".//cml:map" to="./cml:list[@dictRef='species']" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>  <template id="positions" name="Atomic positions" pattern="\s*ATOMIC_POSITIONS.*" endPattern="(?!\s*\S+(\s+[0-9\.-]+){3}).*" endPattern2="~">    <record>\s*ATOMIC_POSITIONS{X,qex:coordtype}</record>    <record id="atoms" repeat="*">{A,qex:specie}{F,x:coordX}{F,x:coordY}{F,x:coordZ}.*</record>    <transform process="moveRelative" xpath=".//cml:scalar[@dictRef='qex:coordtype']" to="./parent::cml:list/following-sibling::cml:list[@cmlx:templateRef='atom']" position="1" />    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:coordX']" args="operator=multiply operand=$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'bohr')) then 0.529177249 else 1)" />    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:coordY']" args="operator=multiply operand=$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'bohr')) then 0.529177249 else 1)" />    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='x:coordZ']" args="operator=multiply operand=$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'bohr')) then 0.529177249 else 1)" />    <transform process="setValue" xpath="//cml:scalar[@dictRef='qex:coordtype' and contains(lower-case(text()), 'bohr')]" value="angstrom" />
        </template>  <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list" elementName="cml:atom" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="id" value="$string(concat('a',count(.//preceding::cml:atom) + 1))" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="specie" value="$string(./preceding-sibling::cml:scalar[@dictRef='qex:specie'])" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="x3" value="$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'angstrom')) then ./preceding-sibling::cml:scalar[@dictRef='x:coordX'] else '')" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="y3" value="$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'angstrom')) then ./preceding-sibling::cml:scalar[@dictRef='x:coordY'] else '')" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="z3" value="$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'angstrom')) then ./preceding-sibling::cml:scalar[@dictRef='x:coordZ'] else '')" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="xFract" value="$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'crystal')) then ./preceding-sibling::cml:scalar[@dictRef='x:coordX'] else '')" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="yFract" value="$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'crystal')) then ./preceding-sibling::cml:scalar[@dictRef='x:coordY'] else '')" />  <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='atoms']/cml:list/cml:atom" name="zFract" value="$number(if(contains(//cml:scalar[@dictRef='qex:coordtype']/text(), 'crystal')) then ./preceding-sibling::cml:scalar[@dictRef='x:coordZ'] else '')" />  <transform process="setValue" xpath=".//cml:atom" map="//cml:map[@id='speciesToAtomTypeMap']" value="$string(./@specie)" />  <transform process="setValue" xpath=".//cml:atom" value="$string(concat(upper-case(substring(./text(), 1, 1)), lower-case(substring(./text(), 2))))" />  <transform process="addAttribute" xpath=".//cml:atom" name="elementType" value="$string(./text())" />  <transform process="pullup" xpath=".//cml:atom" />  <transform process="delete" xpath=".//cml:list[@cmlx:templateRef='atoms']//cml:scalar" />  <transform process="move" xpath="//cml:scalar[@dictRef='qex:coordtype']" to="//cml:list[@cmlx:templateRef='atoms']" />  <transform process="delete" xpath="//cml:scalar[@dictRef='qex:coordtype']" />  <transform process="delete" xpath=".//cml:list[@cmlx:templateRef='missingID']" />  <transform process="pullup" xpath="./cml:module/cml:list" />  <transform process="delete" xpath="./cml:module" />  <transform process="delete" xpath=".//cml:list[count(*)= 0]" />  <transform process="delete" xpath="//cml:list/text()" />  <transform process="delete" xpath="//cml:list/text()" />  <transform process="delete" xpath="//cml:module/text()" />
    </templateList>
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Input



#Chi is reported as CHI_(i)_(j) \hbar \omega (Ry)  Re(chi) (e^2*a_0^2/Ry) Im(chi) (e^2*a_0^2/Ry)
# S(E) satisfies the sum rule
     chi_1_1=  0.000000000000000E+00  0.422245776414298E+02  -.000000000000000E+00
     chi_2_1=  0.000000000000000E+00  -.147286859214926E-03  0.000000000000000E+00
     chi_3_1=  0.000000000000000E+00  -.339326078801105E-03  0.000000000000000E+00
     chi_1_2=  0.000000000000000E+00  -.146449788512968E-03  0.000000000000000E+00
     chi_2_2=  0.000000000000000E+00  0.420385841029452E+02  -.000000000000000E+00
     chi_3_2=  0.000000000000000E+00  -.182462228215847E-03  0.000000000000000E+00
     chi_1_3=  0.000000000000000E+00  -.345514024176416E-03  0.000000000000000E+00
     chi_2_3=  0.000000000000000E+00  -.188650669248007E-03  0.000000000000000E+00
     chi_3_3=  0.000000000000000E+00  0.233875217563166E+02  -.000000000000000E+00
     S(E)=  0.000000000000000E+00  -.000000000000000E+00
     chi_1_1=  0.100000000000000E-02  0.422246566926764E+02  0.158298800630652E-02
     chi_2_1=  0.100000000000000E-02  -.147286900077736E-03  -.795082387486767E-09
     chi_3_1=  0.100000000000000E-02  -.339327682134668E-03  -.321229645338830E-07
     chi_1_2=  0.100000000000000E-02  -.146449817513940E-03  -.557059576520983E-09
     chi_2_2=  0.100000000000000E-02  0.420386624444946E+02  0.156877071376177E-02
     chi_3_2=  0.100000000000000E-02  -.182463573347345E-03  -.269541608482226E-07
     chi_1_3=  0.100000000000000E-02  -.345515728781820E-03  -.341562549153396E-07
     chi_2_3=  0.100000000000000E-02  -.188652115299501E-03  -.289803609482426E-07
     chi_3_3=  0.100000000000000E-02  0.233875494097298E+02  0.553583630533050E-03
     S(E)=  0.100000000000000E-02  0.393149033963964E-06
     chi_1_1=  0.200000000000000E-02  0.422248938493409E+02  0.316603471616343E-02
     chi_2_1=  0.200000000000000E-02  -.147287022633307E-03  -.158950225258126E-08
     chi_3_1=  0.200000000000000E-02  -.339332492219166E-03  -.642476122846316E-07
     chi_1_2=  0.200000000000000E-02  -.146449904482827E-03  -.111343313727631E-08
     chi_2_2=  0.200000000000000E-02  0.420388974720328E+02  0.313759943294250E-02
     chi_3_2=  0.200000000000000E-02  -.182467608818544E-03  -.539098624821297E-07
     chi_1_3=  0.200000000000000E-02  -.345520842693488E-03  -.683144277248556E-07
     chi_2_3=  0.200000000000000E-02  -.188656453542257E-03  -.579624957653050E-07
     chi_3_3=  0.200000000000000E-02  0.233876323707373E+02  0.110718267371588E-02
     S(E)=  0.200000000000000E-02  0.157262417293422E-05
     chi_1_1=  0.300000000000000E-02  0.422252891201967E+02  0.474919883955041E-02
     chi_2_1=  0.300000000000000E-02  -.147287226783051E-03  -.238259691398189E-08
     chi_3_1=  0.300000000000000E-02  -.339340509306033E-03  -.963756266799247E-07
     chi_1_2=  0.300000000000000E-02  -.146450049317541E-03  -.166843450314510E-08
     chi_2_2=  0.300000000000000E-02  0.420392891942288E+02  0.470654416930070E-02
     chi_3_2=  0.300000000000000E-02  -.182474334859580E-03  -.808686458853628E-07
     chi_1_3=  0.300000000000000E-02  -.345529366197795E-03  -.102476436586067E-06
     chi_2_3=  0.300000000000000E-02  -.188663684241114E-03  -.869481785699819E-07
     chi_3_3=  0.300000000000000E-02  0.233877706416436E+02  0.166081254371007E-02
     S(E)=  0.300000000000000E-02  0.353850953269154E-05
     chi_1_1=  0.400000000000000E-02  0.422258425198675E+02  0.633253909930708E-02
     chi_2_1=  0.400000000000000E-02  -.147287512362628E-03  -.317370337251865E-08
     chi_3_1=  0.400000000000000E-02  -.339351733814362E-03  -.128508691569115E-06
     chi_1_2=  0.400000000000000E-02  -.146450251847904E-03  -.222137716824410E-08
     chi_2_2=  0.400000000000000E-02  0.420398376255326E+02  0.627566294727553E-02
     chi_3_2=  0.400000000000000E-02  -.182483751854042E-03  -.107832052437524E-06
     chi_1_3=  0.400000000000000E-02  -.345541299772074E-03  -.136644200183243E-06
     chi_2_3=  0.400000000000000E-02  -.188673807837507E-03  -.115939183981082E-06
     chi_3_3=  0.400000000000000E-02  0.233879642262896E+02  0.221448865770112E-02
     S(E)=  0.400000000000000E-02  0.629094532135745E-05
     chi_1_1=  0.500000000000000E-02  0.422265540688287E+02  0.791611423756634E-02
     chi_2_1=  0.500000000000000E-02  -.147287879141907E-03  -.396215815209310E-08
     chi_3_1=  0.500000000000000E-02  -.339366166330956E-03  -.160648491434187E-06
     chi_1_2=  0.500000000000000E-02  -.146450511835612E-03  -.277157413642052E-08
     chi_2_2=  0.500000000000000E-02  0.420405427861765E+02  0.784501381033037E-02
     chi_3_2=  0.500000000000000E-02  -.182495860339023E-03  -.134801624112270E-06
     chi_1_3=  0.500000000000000E-02  -.345556644084687E-03  -.170819637990947E-06
     chi_2_3=  0.500000000000000E-02  -.188686824949538E-03  -.144937287367595E-06
     chi_3_3=  0.500000000000000E-02  0.233882131300530E+02  0.276822643741117E-02
     S(E)=  0.500000000000000E-02  0.983012786212910E-05
     chi_1_1=  0.600000000000000E-02  0.422274237934101E+02  0.949998302219213E-02
     chi_2_1=  0.600000000000000E-02  -.147288326824913E-03  -.474729714047376E-08
     chi_3_1=  0.600000000000000E-02  -.339383807610402E-03  -.192796711600857E-06
     chi_1_2=  0.600000000000000E-02  -.146450828974177E-03  -.331833775758966E-08
     chi_2_2=  0.600000000000000E-02  0.420414047021765E+02  0.941465482730062E-02
     chi_3_2=  0.600000000000000E-02  -.182510661005191E-03  -.161778903675543E-06
     chi_1_3=  0.600000000000000E-02  -.345575399995112E-03  -.205004670537783E-06
     chi_2_3=  0.600000000000000E-02  -.188702736372052E-03  -.173944265099057E-06
     chi_3_3=  0.600000000000000E-02  0.233885173598491E+02  0.332204131061286E-02
     S(E)=  0.600000000000000E-02  0.141563096251174E-04
     chi_1_1=  0.700000000000000E-02  0.422284517257971E+02  0.110842042532223E-01
     chi_2_1=  0.700000000000000E-02  -.147288855049751E-03  -.552845542988730E-08
     chi_3_1=  0.700000000000000E-02  -.339404658575164E-03  -.224955038449870E-06
     chi_1_2=  0.700000000000000E-02  -.146451202888854E-03  -.386097956386779E-08
     chi_2_2=  0.700000000000000E-02  0.420424234053366E+02  0.109846440987469E-01
     chi_3_2=  0.700000000000000E-02  -.182528154696874E-03  -.188765434883983E-06
     chi_1_3=  0.700000000000000E-02  -.345597568554061E-03  -.239201219670407E-06
     chi_2_3=  0.700000000000000E-02  -.188721543076758E-03  -.202961894796163E-06
     chi_3_3=  0.700000000000000E-02  0.233888769241311E+02  0.387594871264430E-02
     S(E)=  0.700000000000000E-02  0.192697992682969E-04
     chi_1_1=  0.800000000000000E-02  0.422296379040368E+02  0.126688367693187E-01
     chi_2_1=  0.800000000000000E-02  -.147289463388525E-03  -.630496715736085E-08
     chi_3_1=  0.800000000000000E-02  -.339428720315700E-03  -.257125159628532E-06
     chi_1_2=  0.800000000000000E-02  -.146451633136552E-03  -.439881010545289E-08
     chi_2_2=  0.800000000000000E-02  0.420435989332508E+02  0.125550397633152E-01
     chi_3_2=  0.800000000000000E-02  -.182548342412171E-03  -.215762762683574E-06
     chi_1_3=  0.800000000000000E-02  -.345623151003623E-03  -.273411208817873E-06
     chi_2_3=  0.800000000000000E-02  -.188743246212359E-03  -.231991955581710E-06
     chi_3_3=  0.800000000000000E-02  0.233892918328911E+02  0.442996408792577E-02
     S(E)=  0.800000000000000E-02  0.251709616875803E-04
     chi_1_1=  0.900000000000000E-02  0.422309823720400E+02  0.142539394542259E-01
     chi_2_1=  0.900000000000000E-02  -.147290151347231E-03  -.707616534477454E-08
     chi_3_1=  0.900000000000000E-02  -.339455994090595E-03  -.289308764262537E-06
     chi_1_2=  0.900000000000000E-02  -.146452119205729E-03  -.493113878619453E-08
     chi_2_2=  0.900000000000000E-02  0.420449313293082E+02  0.141259000041049E-01
     chi_3_2=  0.900000000000000E-02  -.182571225303078E-03  -.242772433408553E-06
     chi_1_3=  0.900000000000000E-02  -.345652148777439E-03  -.307636563256395E-06
     chi_2_3=  0.900000000000000E-02  -.188767847104719E-03  -.261036228331930E-06
     chi_3_3=  0.900000000000000E-02  0.233897620976612E+02  0.498410289147842E-02
     S(E)=  0.900000000000000E-02  0.318602180760309E-04
     chi_1_1=  0.100000000000000E-01  0.422324851795871E+02  0.158395712432385E-01
     chi_2_1=  0.100000000000000E-01  -.147290918365644E-03  -.784138173855070E-08
     chi_3_1=  0.100000000000000E-01  -.339486481326724E-03  -.321507543168127E-06
     chi_1_2=  0.100000000000000E-01  -.146452660516270E-03  -.545727369880718E-08
     chi_2_2=  0.100000000000000E-01  0.420464206426974E+02  0.156972830550466E-01
     chi_3_2=  0.100000000000000E-01  -.182596804675637E-03  -.269795994980653E-06
     chi_1_3=  0.100000000000000E-01  -.345684563500889E-03  -.341879210374559E-06
     chi_2_3=  0.100000000000000E-01  -.188795347257042E-03  -.290096495928262E-06
     chi_3_3=  0.100000000000000E-01  0.233902877315145E+02  0.553838059044518E-02
     S(E)=  0.100000000000000E-01  0.393380459922301E-04
     chi_1_1=  0.110000000000000E-01  0.422341463823329E+02  0.174257911296807E-01
     chi_2_1=  0.110000000000000E-01  -.147291763817178E-03  -.859994664895484E-08
     chi_3_1=  0.110000000000000E-01  -.339520183619424E-03  -.353723189064641E-06
     chi_1_2=  0.110000000000000E-01  -.146453256419351E-03  -.597652145967357E-08
     chi_2_2=  0.110000000000000E-01  0.420480669284117E+02  0.172692472072913E-01
     chi_3_2=  0.110000000000000E-01  -.182625081990103E-03  -.296834997108704E-06
     chi_1_3=  0.110000000000000E-01  -.345720396991327E-03  -.376141079939095E-06
     chi_2_3=  0.110000000000000E-01  -.188825748350091E-03  -.319174543509655E-06
     chi_3_3=  0.110000000000000E-01  0.233908687490663E+02  0.609281266561437E-02
     S(E)=  0.110000000000000E-01  0.476049794378205E-04
     chi_1_1=  0.120000000000000E-01  0.422359660418135E+02  0.190126581713984E-01
     chi_2_1=  0.120000000000000E-01  -.147292687008741E-03  -.935118878894516E-08
     chi_3_1=  0.120000000000000E-01  -.339557102732697E-03  -.385957396787500E-06
     chi_1_2=  0.120000000000000E-01  -.146453906197282E-03  -.648818704318533E-08
     chi_2_2=  0.120000000000000E-01  0.420498702472554E+02  0.188418508156102E-01
     chi_3_2=  0.120000000000000E-01  -.182656058861130E-03  -.323890991488644E-06
     chi_1_3=  0.120000000000000E-01  -.345759651258316E-03  -.410424104361243E-06
     chi_2_3=  0.120000000000000E-01  -.188859052242421E-03  -.348272158725446E-06
     chi_3_3=  0.120000000000000E-01  0.233915051664758E+02  0.664741461294614E-02
     S(E)=  0.120000000000000E-01  0.566616089442455E-04
     chi_1_1=  0.130000000000000E-01  0.422379442254523E+02  0.206002314972640E-01
     chi_2_1=  0.130000000000000E-01  -.147293687180563E-03  -.100944351125145E-07
     chi_3_1=  0.130000000000000E-01  -.339597240599430E-03  -.418211863501671E-06
     chi_1_2=  0.130000000000000E-01  -.146454609063337E-03  -.699157361557138E-08
     chi_2_2=  0.130000000000000E-01  0.420518306658503E+02  0.204151523048108E-01
     chi_3_2=  0.130000000000000E-01  -.182689737057980E-03  -.350965532003996E-06
     chi_1_3=  0.130000000000000E-01  -.345802328503916E-03  -.444730218963796E-06
     chi_2_3=  0.130000000000000E-01  -.188895260970636E-03  -.377391131988881E-06
     chi_3_3=  0.130000000000000E-01  0.233921970014473E+02  0.720220194510236E-02
     S(E)=  0.130000000000000E-01  0.665085816687115E-04
     chi_1_1=  0.140000000000000E-01  0.422400810065673E+02  0.221885703136971E-01
     chi_2_1=  0.140000000000000E-01  -.147294763506020E-03  -.108290106524912E-07
     chi_3_1=  0.140000000000000E-01  -.339640599321635E-03  -.450488288915665E-06
     chi_1_2=  0.140000000000000E-01  -.146455364161566E-03  -.748598236815533E-08
     chi_2_2=  0.140000000000000E-01  0.420539482566428E+02  0.219892101761657E-01
     chi_3_2=  0.140000000000000E-01  -.182726118504749E-03  -.378060174926848E-06
     chi_1_3=  0.140000000000000E-01  -.345848431122979E-03  -.479061362248893E-06
     chi_2_3=  0.140000000000000E-01  -.188934376749684E-03  -.406533256731368E-06
     chi_3_3=  0.140000000000000E-01  0.233929442732323E+02  0.775719019298002E-02
     S(E)=  0.140000000000000E-01  0.771466014993996E-04
     chi_1_1=  0.150000000000000E-01  0.422423764643799E+02  0.237777339112032E-01
     chi_2_1=  0.150000000000000E-01  -.147295915091433E-03  -.115542383577303E-07
     chi_3_1=  0.150000000000000E-01  -.339687181170715E-03  -.482788375496129E-06
     chi_1_2=  0.150000000000000E-01  -.146456170566596E-03  -.797071235000299E-08
     chi_2_2=  0.150000000000000E-01  0.420562230979119E+02  0.235640830138592E-01
     chi_3_2=  0.150000000000000E-01  -.182765205280615E-03  -.405176479119381E-06
     chi_1_3=  0.150000000000000E-01  -.345897961703477E-03  -.513419476166619E-06
     chi_2_3=  0.150000000000000E-01  -.188976401973165E-03  -.435700329657485E-06
     chi_3_3=  0.150000000000000E-01  0.233937470026310E+02  0.831239490724856E-02
     S(E)=  0.150000000000000E-01  0.885764291699574E-04
     chi_1_1=  0.160000000000000E-01  0.422448306840231E+02  0.253677816709286E-01
     chi_2_1=  0.160000000000000E-01  -.147297140975856E-03  -.122694389296569E-07
     chi_3_1=  0.160000000000000E-01  -.339736988587748E-03  -.515113828683053E-06
     chi_1_2=  0.160000000000000E-01  -.146457027283405E-03  -.844506029988959E-08
     chi_2_2=  0.160000000000000E-01  0.420586552737784E+02  0.251398294914513E-01
     chi_3_2=  0.160000000000000E-01  -.182806999620104E-03  -.432316006236001E-06
     chi_1_3=  0.160000000000000E-01  -.345950923026862E-03  -.547806506384491E-06
     chi_2_3=  0.160000000000000E-01  -.189021339213665E-03  -.464894151000858E-06
     chi_3_3=  0.160000000000000E-01  0.233946052119950E+02  0.886783165989158E-02
     S(E)=  0.160000000000000E-01  0.100798882383304E-03
     chi_1_1=  0.170000000000000E-01  0.422474437565504E+02  0.269587730712356E-01
     chi_2_1=  0.170000000000000E-01  -.147298440130839E-03  -.129739306580939E-07
     chi_3_1=  0.170000000000000E-01  -.339790024183788E-03  -.547466357105660E-06
     chi_1_2=  0.170000000000000E-01  -.146457933247088E-03  -.890832047754707E-08
     chi_2_2=  0.170000000000000E-01  0.420612448742126E+02  0.267165083783613E-01
     chi_3_2=  0.170000000000000E-01  -.182851503913376E-03  -.459480320926108E-06
     chi_1_3=  0.170000000000000E-01  -.346007318068444E-03  -.582224402557887E-06
     chi_2_3=  0.170000000000000E-01  -.189069191223124E-03  -.494116524780930E-06
     chi_3_3=  0.170000000000000E-01  0.233955189252285E+02  0.942351604575312E-02
     S(E)=  0.170000000000000E-01  0.113814835944781E-03
     chi_1_1=  0.180000000000000E-01  0.422502157789467E+02  0.285507676942997E-01
     chi_2_1=  0.180000000000000E-01  -.147299811460188E-03  -.136670292563442E-07
     chi_3_1=  0.180000000000000E-01  -.339846290740201E-03  -.579847672799050E-06
     chi_1_2=  0.180000000000000E-01  -.146458887322601E-03  -.935978449413184E-08
     chi_2_2=  0.180000000000000E-01  0.420639919950459E+02  0.282941785463710E-01
     chi_3_2=  0.180000000000000E-01  -.182898720706534E-03  -.486670991037579E-06
     chi_1_3=  0.180000000000000E-01  -.346067149997800E-03  -.616675118601513E-06
     chi_2_3=  0.180000000000000E-01  -.189119960933220E-03  -.523369259060727E-06
     chi_3_3=  0.180000000000000E-01  0.233964881677917E+02  0.997946368408886E-02
     S(E)=  0.180000000000000E-01  0.127625221904695E-03
     chi_1_1=  0.190000000000000E-01  0.422531468541381E+02  0.301438252327274E-01
     chi_2_1=  0.190000000000000E-01  -.147301253799703E-03  -.143480476954606E-07
     chi_3_1=  0.190000000000000E-01  -.339905791209005E-03  -.612259491421588E-06
     chi_1_2=  0.190000000000000E-01  -.146459888304495E-03  -.979874114186375E-08
     chi_2_2=  0.190000000000000E-01  0.420668967379800E+02  0.298728989761524E-01
     chi_3_2=  0.190000000000000E-01  -.182948652701954E-03  -.513889587820964E-06
     chi_1_3=  0.190000000000000E-01  -.346130422179214E-03  -.651160612961947E-06
     chi_2_3=  0.190000000000000E-01  -.189173651455785E-03  -.552654166205667E-06
     chi_3_3=  0.190000000000000E-01  0.233975129667025E+02  0.105356902201228E-01
     S(E)=  0.190000000000000E-01  0.142231029710287E-03
     chi_1_1=  0.200000000000000E-01  0.422562370910038E+02  0.317380054961993E-01
     chi_2_1=  0.200000000000000E-01  -.147302765916889E-03  -.150162960376412E-07
     chi_3_1=  0.200000000000000E-01  -.339968528713243E-03  -.644703532473158E-06
     chi_1_2=  0.200000000000000E-01  -.146460934916623E-03  -.102244762227758E-07
     chi_2_2=  0.200000000000000E-01  0.420699592105986E+02  0.314527287638159E-01
     chi_3_2=  0.200000000000000E-01  -.183001302758627E-03  -.541137686134494E-06
     chi_1_3=  0.200000000000000E-01  -.346197138172134E-03  -.685682848891352E-06
     chi_2_3=  0.200000000000000E-01  -.189230266083243E-03  -.581973063143481E-06
     chi_3_3=  0.200000000000000E-01  0.233985933505395E+02  0.110922113266093E-01
     S(E)=  0.200000000000000E-01  0.157633306367168E-03
     chi_1_1=  0.210000000000000E-01  0.422594866043877E+02  0.333333684181386E-01
     chi_2_1=  0.210000000000000E-01  -.147304346510670E-03  -.156710812687300E-07
     chi_3_1=  0.210000000000000E-01  -.340034506547381E-03  -.677181519514279E-06
     chi_1_2=  0.210000000000000E-01  -.146462025811840E-03  -.106362723765246E-07
     chi_2_2=  0.210000000000000E-01  0.420731795263789E+02  0.330337271274854E-01
     chi_3_2=  0.210000000000000E-01  -.183056673892530E-03  -.568416864649910E-06
     chi_1_3=  0.210000000000000E-01  -.346267301731665E-03  -.720243794722421E-06
     chi_2_3=  0.210000000000000E-01  -.189289808289077E-03  -.611327771625319E-06
     chi_3_3=  0.210000000000000E-01  0.233997293494450E+02  0.116490427054015E-01
     S(E)=  0.210000000000000E-01  0.173833156610280E-03
     chi_1_1=  0.220000000000000E-01  0.422628955151109E+02  0.349299740624052E-01
     chi_2_1=  0.220000000000000E-01  -.147305994211071E-03  -.163117071297343E-07
     chi_3_1=  0.220000000000000E-01  -.340103728177712E-03  -.709695180386173E-06
     chi_1_2=  0.220000000000000E-01  -.146463159571679E-03  -.110334089072078E-07
     chi_2_2=  0.220000000000000E-01  0.420765578047047E+02  0.346159534138997E-01
     chi_3_2=  0.220000000000000E-01  -.183114769277017E-03  -.595728706059191E-06
     chi_1_3=  0.220000000000000E-01  -.346340916809085E-03  -.754845424144631E-06
     chi_2_3=  0.220000000000000E-01  -.189352281728318E-03  -.640720118488110E-06
     chi_3_3=  0.220000000000000E-01  0.234009209951274E+02  0.122062000890255E-01
     S(E)=  0.220000000000000E-01  0.190831743084423E-03
     chi_1_1=  0.230000000000000E-01  0.422664639499856E+02  0.365278826300193E-01
     chi_2_1=  0.230000000000000E-01  -.147307707578890E-03  -.169374739473198E-07
     chi_3_1=  0.230000000000000E-01  -.340176197242798E-03  -.742246247431787E-06
     chi_1_2=  0.230000000000000E-01  -.146464334706014E-03  -.114151616091309E-07
     chi_2_2=  0.230000000000000E-01  0.420800941708782E+02  0.361994671050411E-01
     chi_3_2=  0.230000000000000E-01  -.183175592243224E-03  -.623074797282203E-06
     chi_1_3=  0.230000000000000E-01  -.346417987552394E-03  -.789489716481883E-06
     chi_2_3=  0.230000000000000E-01  -.189417690238062E-03  -.670151935918252E-06
     chi_3_3=  0.230000000000000E-01  0.234021683208649E+02  0.127636992422620E-01
     S(E)=  0.230000000000000E-01  0.208630286534400E-03
     chi_1_1=  0.240000000000000E-01  0.422701920418286E+02  0.381271544659145E-01
     chi_2_1=  0.240000000000000E-01  -.147309485105351E-03  -.175476784632353E-07
     chi_3_1=  0.240000000000000E-01  -.340251917553931E-03  -.774836457717899E-06
     chi_1_2=  0.240000000000000E-01  -.146465549652703E-03  -.117808025914650E-07
     chi_2_2=  0.240000000000000E-01  0.420837887561353E+02  0.377843278247933E-01
     chi_3_2=  0.240000000000000E-01  -.183239146280500E-03  -.650456729675344E-06
     chi_1_3=  0.240000000000000E-01  -.346498518306882E-03  -.824178656971574E-06
     chi_2_3=  0.240000000000000E-01  -.189486037838017E-03  -.699625061716683E-06
     chi_3_3=  0.240000000000000E-01  0.234034713615085E+02  0.133215559637345E-01
     S(E)=  0.240000000000000E-01  0.227230066004843E-03
     chi_1_1=  0.250000000000000E-01  0.422740799294754E+02  0.397278500657214E-01
     chi_2_1=  0.250000000000000E-01  -.147311325211744E-03  -.181416136626028E-07
     chi_3_1=  0.250000000000000E-01  -.340330893095600E-03  -.807467553258261E-06
     chi_1_2=  0.250000000000000E-01  -.146466802777215E-03  -.121296001017463E-07
     chi_2_2=  0.250000000000000E-01  0.420876416976591E+02  0.393705953456314E-01
     chi_3_2=  0.250000000000000E-01  -.183305435036863E-03  -.677876099241217E-06
     chi_1_3=  0.250000000000000E-01  -.346582513615729E-03  -.858914237045206E-06
     chi_2_3=  0.250000000000000E-01  -.189557328731070E-03  -.729141339565417E-06
     chi_3_3=  0.250000000000000E-01  0.234048301534854E+02  0.138797860875047E-01
     S(E)=  0.250000000000000E-01  0.246632419049762E-03
     chi_1_1=  0.260000000000000E-01  0.422781277577966E+02  0.413300300825856E-01
     chi_2_1=  0.260000000000000E-01  -.147313226249037E-03  -.187185686010167E-07
     chi_3_1=  0.260000000000000E-01  -.340413128026009E-03  -.840141281237932E-06
     chi_1_2=  0.260000000000000E-01  -.146468092372238E-03  -.124608183481517E-07
     chi_2_2=  0.260000000000000E-01  0.420916531385948E+02  0.409583295953420E-01
     chi_3_2=  0.260000000000000E-01  -.183374462319462E-03  -.705334506839375E-06
     chi_1_3=  0.260000000000000E-01  -.346669978220636E-03  -.893698454610599E-06
     chi_2_3=  0.260000000000000E-01  -.189631567303882E-03  -.758702619295620E-06
     chi_3_3=  0.260000000000000E-01  0.234062447348027E+02  0.144384054846762E-01
     S(E)=  0.260000000000000E-01  0.266838741951901E-03
     chi_1_1=  0.270000000000000E-01  0.422823356777134E+02  0.429337553340186E-01
     chi_2_1=  0.270000000000000E-01  -.147315186497488E-03  -.192778282304153E-07
     chi_3_1=  0.270000000000000E-01  -.340498626677588E-03  -.872859394238772E-06
     chi_1_2=  0.270000000000000E-01  -.146469416657274E-03  -.127737173205056E-07
     chi_2_2=  0.270000000000000E-01  0.420958232280662E+02  0.425475906637787E-01
     chi_3_2=  0.270000000000000E-01  -.183446232095075E-03  -.732833558398217E-06
     chi_1_3=  0.270000000000000E-01  -.346760917062478E-03  -.928533314335774E-06
     chi_2_3=  0.270000000000000E-01  -.189708758127513E-03  -.788310757157299E-06
     chi_3_3=  0.270000000000000E-01  0.234077151450513E+02  0.149974300650061E-01
     S(E)=  0.270000000000000E-01  0.287850489951938E-03
     chi_1_1=  0.280000000000000E-01  0.422867038462140E+02  0.445390868087844E-01
     chi_2_1=  0.280000000000000E-01  -.147317204166224E-03  -.198186732236254E-07
     chi_3_1=  0.280000000000000E-01  -.340587393557548E-03  -.905623650466199E-06
     chi_1_2=  0.280000000000000E-01  -.146470773778207E-03  -.130675526099414E-07
     chi_2_2=  0.280000000000000E-01  0.421001521211916E+02  0.441384388096533E-01
     chi_3_2=  0.280000000000000E-01  -.183520748490624E-03  -.760374865128065E-06
     chi_1_3=  0.280000000000000E-01  -.346855335281993E-03  -.963420827934580E-06
     chi_2_3=  0.280000000000000E-01  -.189788905958073E-03  -.817967616090646E-06
     chi_3_3=  0.280000000000000E-01  0.234092414254094E+02  0.155568757785249E-01
     S(E)=  0.280000000000000E-01  0.309669177487626E-03
     chi_1_1=  0.290000000000000E-01  0.422912324263709E+02  0.461460856738254E-01
     chi_2_1=  0.290000000000000E-01  -.147319277392812E-03  -.203403797975801E-07
     chi_3_1=  0.290000000000000E-01  -.340679433348447E-03  -.938435813977248E-06
     chi_1_2=  0.290000000000000E-01  -.146472161806864E-03  -.133415752271844E-07
     chi_2_2=  0.290000000000000E-01  0.421046399791010E+02  0.457309344673610E-01
     chi_3_2=  0.290000000000000E-01  -.183598015793706E-03  -.787960043735448E-06
     chi_1_3=  0.290000000000000E-01  -.346953238220488E-03  -.998363014454146E-06
     chi_2_3=  0.290000000000000E-01  -.189872015737393E-03  -.847675065999154E-06
     chi_3_3=  0.290000000000000E-01  0.234108236186469E+02  0.161167586171652E-01
     S(E)=  0.290000000000000E-01  0.332296378442908E-03
     chi_1_1=  0.300000000000000E-01  0.422959215873598E+02  0.477548132812250E-01
     chi_2_1=  0.300000000000000E-01  -.147321404242808E-03  -.208422195351070E-07
     chi_3_1=  0.300000000000000E-01  -.340774750908782E-03  -.971297654909989E-06
     chi_1_2=  0.300000000000000E-01  -.146473578740551E-03  -.135950314193733E-07
     chi_2_2=  0.300000000000000E-01  0.421092869689542E+02  0.473251382538489E-01
     chi_3_2=  0.300000000000000E-01  -.183678038453150E-03  -.815590716638737E-06
     chi_1_3=  0.300000000000000E-01  -.347054631420586E-03  -.103336190056426E-05
     chi_2_3=  0.300000000000000E-01  -.189958092593737E-03  -.877434984024563E-06
     chi_3_3=  0.300000000000000E-01  0.234124617691298E+02  0.166770946164005E-01
     S(E)=  0.300000000000000E-01  0.355733726407125E-03






Input



#          \hbar \omega(Ry)    Oscillator strength
       0.000000000000000E+00  -.000000000000000E+00
       0.100000000000000E-02  0.395709015808538E-06
       0.200000000000000E-02  0.158286446771955E-05
       0.300000000000000E-02  0.356155157382555E-05
       0.400000000000000E-02  0.633191237973641E-05
       0.500000000000000E-02  0.989414578176762E-05
       0.600000000000000E-02  0.142485075594131E-04
       0.700000000000000E-02  0.193953104171121E-04
       0.800000000000000E-02  0.253349240353224E-04
       0.900000000000000E-02  0.320677751309138E-04
       0.100000000000000E-01  0.395943475269005E-04
       0.110000000000000E-01  0.479151822315313E-04
       0.120000000000000E-01  0.570308775267618E-04
       0.130000000000000E-01  0.669420890661326E-04
       0.140000000000000E-01  0.776495299820832E-04
       0.150000000000000E-01  0.891539710027328E-04
       0.160000000000000E-01  0.101456240578159E-03
       0.170000000000000E-01  0.114557225016216E-03
       0.180000000000000E-01  0.128457868627926E-03
       0.190000000000000E-01  0.143159173882492E-03
       0.200000000000000E-01  0.158662201571973E-03
       0.210000000000000E-01  0.174968070985665E-03
       0.220000000000000E-01  0.192077960094254E-03
       0.230000000000000E-01  0.209993105743777E-03
       0.240000000000000E-01  0.228714803859457E-03
       0.250000000000000E-01  0.248244409659470E-03
       0.260000000000000E-01  0.268583337878708E-03
       0.270000000000000E-01  0.289733063002600E-03
       0.280000000000000E-01  0.311695119511057E-03
       0.290000000000000E-01  0.334471102132627E-03
       0.300000000000000E-01  0.358062666108915E-03
       0.310000000000000E-01  0.382471527469356E-03
       0.320000000000000E-01  0.407699463316431E-03
       0.330000000000000E-01  0.433748312121384E-03
       0.340000000000000E-01  0.460619974030562E-03
       0.350000000000000E-01  0.488316411182433E-03
       0.360000000000000E-01  0.516839648035408E-03
       0.370000000000000E-01  0.546191771706533E-03
       0.380000000000000E-01  0.576374932321196E-03
       0.390000000000000E-01  0.607391343373889E-03
       0.400000000000000E-01  0.639243282100199E-03
       0.410000000000000E-01  0.671933089860102E-03
       0.420000000000000E-01  0.705463172532671E-03
       0.430000000000000E-01  0.739836000922337E-03
       0.440000000000000E-01  0.775054111176831E-03
       0.450000000000000E-01  0.811120105216880E-03
       0.460000000000000E-01  0.848036651177868E-03
       0.470000000000000E-01  0.885806483863521E-03
       0.480000000000000E-01  0.924432405211799E-03
       0.490000000000000E-01  0.963917284773133E-03
       0.500000000000000E-01  0.100426406020111E-02
       0.510000000000000E-01  0.104547573775583E-02
       0.520000000000000E-01  0.108755539282002E-02
       0.530000000000000E-01  0.113050617042810E-02
       0.540000000000000E-01  0.117433128580836E-02
       0.550000000000000E-01  0.121903402493838E-02
       0.560000000000000E-01  0.126461774511397E-02
       0.570000000000000E-01  0.131108587553164E-02
       0.580000000000000E-01  0.135844191788492E-02
       0.590000000000000E-01  0.140668944697468E-02
       0.600000000000000E-01  0.145583211133363E-02
       0.610000000000000E-01  0.150587363386513E-02
       0.620000000000000E-01  0.155681781249665E-02
       0.630000000000000E-01  0.160866852084802E-02
       0.640000000000000E-01  0.166142970891456E-02
       0.650000000000000E-01  0.171510540376561E-02
       0.660000000000000E-01  0.176969971025829E-02
       0.670000000000000E-01  0.182521681176707E-02
       0.680000000000000E-01  0.188166097092913E-02
       0.690000000000000E-01  0.193903653040596E-02
       0.700000000000000E-01  0.199734791366122E-02
       0.710000000000000E-01  0.205659962575534E-02
       0.720000000000001E-01  0.211679625415691E-02
       0.730000000000001E-01  0.217794246957129E-02
       0.740000000000001E-01  0.224004302678660E-02
       0.750000000000001E-01  0.230310276553744E-02
       0.760000000000001E-01  0.236712661138657E-02
       0.770000000000001E-01  0.243211957662486E-02
       0.780000000000001E-01  0.249808676118982E-02
       0.790000000000001E-01  0.256503335360301E-02
       0.800000000000001E-01  0.263296463192662E-02
       0.810000000000001E-01  0.270188596473953E-02
       0.820000000000001E-01  0.277180281213330E-02
       0.830000000000001E-01  0.284272072672823E-02
       0.840000000000001E-01  0.291464535470996E-02
       0.850000000000001E-01  0.298758243688695E-02
       0.860000000000001E-01  0.306153780976919E-02
       0.870000000000001E-01  0.313651740666841E-02
       0.880000000000001E-01  0.321252725882046E-02
       0.890000000000001E-01  0.328957349652981E-02
       0.900000000000001E-01  0.336766235033694E-02
       0.910000000000001E-01  0.344680015220889E-02
       0.920000000000001E-01  0.352699333675328E-02
       0.930000000000001E-01  0.360824844245647E-02
       0.940000000000001E-01  0.369057211294596E-02
       0.950000000000001E-01  0.377397109827790E-02
       0.960000000000001E-01  0.385845225624970E-02
       0.970000000000001E-01  0.394402255373860E-02
       0.980000000000001E-01  0.403068906806640E-02
       0.990000000000001E-01  0.411845898839108E-02
       0.100000000000000E+00  0.420733961712555E-02
       0.101000000000000E+00  0.429733837138422E-02
       0.102000000000000E+00  0.438846278445800E-02
       0.103000000000000E+00  0.448072050731786E-02
       0.104000000000000E+00  0.457411931014810E-02
       0.105000000000000E+00  0.466866708390931E-02
       0.106000000000000E+00  0.476437184193200E-02
       0.107000000000000E+00  0.486124172154141E-02
       0.108000000000000E+00  0.495928498571375E-02
       0.109000000000000E+00  0.505851002476523E-02
       0.110000000000000E+00  0.515892535807361E-02
       0.111000000000000E+00  0.526053963583376E-02
       0.112000000000000E+00  0.536336164084731E-02
       0.113000000000000E+00  0.546740029034728E-02
       0.114000000000000E+00  0.557266463785851E-02
       0.115000000000000E+00  0.567916387509430E-02
       0.116000000000000E+00  0.578690733389040E-02
       0.117000000000000E+00  0.589590448817668E-02
       0.118000000000000E+00  0.600616495598746E-02
       0.119000000000000E+00  0.611769850151154E-02
       0.120000000000000E+00  0.623051503718196E-02
       0.121000000000000E+00  0.634462462580742E-02
       0.122000000000000E+00  0.646003748274507E-02
       0.123000000000000E+00  0.657676397811647E-02
       0.124000000000000E+00  0.669481463906711E-02
       0.125000000000000E+00  0.681420015207026E-02
       0.126000000000000E+00  0.693493136527685E-02
       0.127000000000000E+00  0.705701929091132E-02
       0.128000000000000E+00  0.718047510771521E-02
       0.129000000000000E+00  0.730531016343913E-02
       0.130000000000000E+00  0.743153597738413E-02
       0.131000000000000E+00  0.755916424299390E-02
       0.132000000000000E+00  0.768820683049814E-02
       0.133000000000000E+00  0.781867578960922E-02
       0.134000000000000E+00  0.795058335227220E-02
       0.135000000000000E+00  0.808394193547029E-02
       0.136000000000000E+00  0.821876414408621E-02
       0.137000000000000E+00  0.835506277382136E-02
       0.138000000000000E+00  0.849285081417346E-02
       0.139000000000000E+00  0.863214145147428E-02
       0.140000000000000E+00  0.877294807198877E-02
       0.141000000000000E+00  0.891528426507676E-02
       0.142000000000000E+00  0.905916382641892E-02
       0.143000000000000E+00  0.920460076130800E-02
       0.144000000000000E+00  0.935160928800726E-02
       0.145000000000000E+00  0.950020384117729E-02
       0.146000000000000E+00  0.965039907537278E-02
       0.147000000000000E+00  0.980220986861115E-02
       0.148000000000000E+00  0.995565132601403E-02
       0.149000000000000E+00  0.101107387835238E-01
       0.150000000000000E+00  0.102674878116971E-01
       0.151000000000000E+00  0.104259142195757E-01
       0.152000000000000E+00  0.105860340586390E-01
       0.153000000000000E+00  0.107478636268368E-01
       0.154000000000000E+00  0.109114194727076E-01
       0.155000000000000E+00  0.110767183995816E-01
       0.156000000000000E+00  0.112437774698719E-01
       0.157000000000000E+00  0.114126140094558E-01
       0.158000000000000E+00  0.115832456121480E-01
       0.159000000000000E+00  0.117556901442675E-01
       0.160000000000000E+00  0.119299657493017E-01
       0.161000000000000E+00  0.121060908526685E-01
       0.162000000000000E+00  0.122840841665797E-01
       0.163000000000000E+00  0.124639646950076E-01
       0.164000000000000E+00  0.126457517387579E-01
       0.165000000000000E+00  0.128294649006508E-01
       0.166000000000000E+00  0.130151240908126E-01
       0.167000000000000E+00  0.132027495320821E-01
       0.168000000000000E+00  0.133923617655328E-01
       0.169000000000000E+00  0.135839816561142E-01
       0.170000000000000E+00  0.137776303984160E-01
       0.171000000000000E+00  0.139733295225569E-01
       0.172000000000000E+00  0.141711009002020E-01
       0.173000000000000E+00  0.143709667507117E-01
       0.174000000000000E+00  0.145729496474251E-01
       0.175000000000000E+00  0.147770725240814E-01
       0.176000000000000E+00  0.149833586813828E-01
       0.177000000000000E+00  0.151918317937031E-01
       0.178000000000000E+00  0.154025159159434E-01
       0.179000000000000E+00  0.156154354905421E-01
       0.180000000000000E+00  0.158306153546393E-01
       0.181000000000000E+00  0.160480807474026E-01
       0.182000000000000E+00  0.162678573175167E-01
       0.183000000000000E+00  0.164899711308418E-01
       0.184000000000000E+00  0.167144486782437E-01
       0.185000000000000E+00  0.169413168836024E-01
       0.186000000000000E+00  0.171706031120016E-01
       0.187000000000000E+00  0.174023351781049E-01
       0.188000000000000E+00  0.176365413547232E-01
       0.189000000000000E+00  0.178732503815782E-01
       0.190000000000000E+00  0.181124914742678E-01
       0.191000000000000E+00  0.183542943334371E-01
       0.192000000000000E+00  0.185986891541627E-01
       0.193000000000000E+00  0.188457066355537E-01
       0.194000000000000E+00  0.190953779905764E-01
       0.195000000000000E+00  0.193477349561086E-01
       0.196000000000000E+00  0.196028098032289E-01
       0.197000000000000E+00  0.198606353477483E-01
       0.198000000000000E+00  0.201212449609895E-01
       0.199000000000000E+00  0.203846725808211E-01
       0.200000000000000E+00  0.206509527229546E-01
       0.201000000000000E+00  0.209201204925089E-01
       0.202000000000000E+00  0.211922115958519E-01
       0.203000000000000E+00  0.214672623527257E-01
       0.204000000000000E+00  0.217453097086634E-01
       0.205000000000000E+00  0.220263912477051E-01
       0.206000000000000E+00  0.223105452054224E-01
       0.207000000000000E+00  0.225978104822584E-01
       0.208000000000000E+00  0.228882266571940E-01
       0.209000000000000E+00  0.231818340017469E-01
       0.210000000000000E+00  0.234786734943162E-01
       0.211000000000000E+00  0.237787868348778E-01
       0.212000000000000E+00  0.240822164600456E-01
       0.213000000000000E+00  0.243890055585038E-01
       0.214000000000000E+00  0.246991980868252E-01
       0.215000000000000E+00  0.250128387856834E-01
       0.216000000000000E+00  0.253299731964720E-01
       0.217000000000000E+00  0.256506476783411E-01
       0.218000000000000E+00  0.259749094256650E-01
       0.219000000000000E+00  0.263028064859515E-01
       0.220000000000000E+00  0.266343877782068E-01
       0.221000000000000E+00  0.269697031117693E-01
       0.222000000000000E+00  0.273088032056261E-01
       0.223000000000000E+00  0.276517397082247E-01
       0.224000000000000E+00  0.279985652177979E-01
       0.225000000000000E+00  0.283493333032136E-01
       0.226000000000000E+00  0.287040985253666E-01
       0.227000000000000E+00  0.290629164591296E-01
       0.228000000000000E+00  0.294258437158780E-01
       0.229000000000000E+00  0.297929379666075E-01
       0.230000000000000E+00  0.301642579656609E-01
       0.231000000000000E+00  0.305398635750852E-01
       0.232000000000000E+00  0.309198157896339E-01
       0.233000000000000E+00  0.313041767624378E-01
       0.234000000000000E+00  0.316930098313650E-01
       0.235000000000000E+00  0.320863795460871E-01
       0.236000000000000E+00  0.324843516958785E-01
       0.237000000000000E+00  0.328869933381685E-01
       0.238000000000000E+00  0.332943728278706E-01
       0.239000000000000E+00  0.337065598475123E-01
       0.384999999999969E+01  0.186597166347376E+01






Input



#          \hbar \omega(eV)    Oscillator strength
0.000000000000000E+00  -.000000000000000E+00
0.136058000000000E-01  0.395709015808538E-06
0.272116000000000E-01  0.158286446771955E-05
0.408174000000000E-01  0.356155157382555E-05
0.544232000000000E-01  0.633191237973641E-05
0.680290000000000E-01  0.989414578176762E-05
0.816348000000000E-01  0.142485075594131E-04
0.952406000000000E-01  0.193953104171121E-04
0.108846400000000E+00  0.253349240353224E-04
0.122452200000000E+00  0.320677751309138E-04
0.136058000000000E+00  0.395943475269005E-04
0.149663800000000E+00  0.479151822315313E-04
0.163269600000000E+00  0.570308775267618E-04
0.176875400000000E+00  0.669420890661326E-04
0.190481200000000E+00  0.776495299820832E-04
0.204087000000000E+00  0.891539710027328E-04
0.217692800000000E+00  0.101456240578159E-03
0.231298600000000E+00  0.114557225016216E-03
0.244904400000000E+00  0.128457868627926E-03
0.258510200000000E+00  0.143159173882492E-03
0.272116000000000E+00  0.158662201571973E-03
0.285721800000000E+00  0.174968070985665E-03
0.299327600000000E+00  0.192077960094254E-03
0.312933400000000E+00  0.209993105743777E-03
0.326539200000000E+00  0.228714803859457E-03
0.340145000000000E+00  0.248244409659470E-03
0.353750800000000E+00  0.268583337878708E-03
0.367356600000000E+00  0.289733063002600E-03
0.380962400000000E+00  0.311695119511057E-03
0.394568200000000E+00  0.334471102132627E-03
0.408174000000000E+00  0.358062666108915E-03
0.421779800000000E+00  0.382471527469356E-03
0.435385600000000E+00  0.407699463316431E-03
0.448991400000000E+00  0.433748312121384E-03
0.462597200000000E+00  0.460619974030562E-03
0.476203000000000E+00  0.488316411182433E-03
0.489808800000000E+00  0.516839648035408E-03
0.503414600000000E+00  0.546191771706533E-03
0.517020400000000E+00  0.576374932321196E-03
0.530626200000000E+00  0.607391343373889E-03
0.544232000000000E+00  0.639243282100199E-03
0.557837800000000E+00  0.671933089860102E-03
0.571443600000000E+00  0.705463172532671E-03
0.585049400000000E+00  0.739836000922337E-03
0.598655200000000E+00  0.775054111176831E-03
0.612261000000000E+00  0.811120105216880E-03
0.625866800000000E+00  0.848036651177868E-03
0.639472600000000E+00  0.885806483863521E-03
0.653078400000000E+00  0.924432405211799E-03
0.666684200000000E+00  0.963917284773133E-03
0.680290000000000E+00  0.100426406020111E-02
0.693895800000000E+00  0.104547573775583E-02
0.707501600000000E+00  0.108755539282002E-02
0.721107400000000E+00  0.113050617042810E-02
0.734713200000000E+00  0.117433128580836E-02
0.748319000000000E+00  0.121903402493838E-02
0.761924800000000E+00  0.126461774511397E-02
0.775530600000000E+00  0.131108587553164E-02
0.789136400000000E+00  0.135844191788492E-02
0.802742200000000E+00  0.140668944697468E-02
0.816348000000000E+00  0.145583211133363E-02
0.829953800000000E+00  0.150587363386513E-02
0.843559600000000E+00  0.155681781249665E-02
0.857165400000000E+00  0.160866852084802E-02
0.870771200000000E+00  0.166142970891456E-02
0.884377000000000E+00  0.171510540376561E-02
0.897982800000000E+00  0.176969971025829E-02
0.911588600000000E+00  0.182521681176707E-02
0.925194400000000E+00  0.188166097092913E-02
0.938800200000000E+00  0.193903653040596E-02
0.952406000000000E+00  0.199734791366122E-02
0.966011800000000E+00  0.205659962575534E-02
0.979617600000000E+00  0.211679625415691E-02
0.993223400000000E+00  0.217794246957129E-02
0.100682920000000E+01  0.224004302678660E-02
0.102043500000000E+01  0.230310276553744E-02
0.103404080000000E+01  0.236712661138657E-02
0.104764660000000E+01  0.243211957662486E-02
0.106125240000000E+01  0.249808676118982E-02
0.107485820000000E+01  0.256503335360301E-02
0.108846400000000E+01  0.263296463192662E-02
0.110206980000000E+01  0.270188596473953E-02
0.111567560000000E+01  0.277180281213330E-02
0.112928140000000E+01  0.284272072672823E-02
0.114288720000000E+01  0.291464535470996E-02
0.115649300000000E+01  0.298758243688695E-02
0.117009880000000E+01  0.306153780976919E-02
0.118370460000000E+01  0.313651740666841E-02
0.119731040000000E+01  0.321252725882046E-02
0.121091620000000E+01  0.328957349652981E-02
0.122452200000000E+01  0.336766235033694E-02
0.123812780000000E+01  0.344680015220889E-02
0.125173360000000E+01  0.352699333675328E-02
0.126533940000000E+01  0.360824844245647E-02
0.127894520000000E+01  0.369057211294596E-02
0.129255100000000E+01  0.377397109827790E-02
0.130615680000000E+01  0.385845225624970E-02
0.131976260000000E+01  0.394402255373860E-02
0.133336840000000E+01  0.403068906806640E-02
0.134697420000000E+01  0.411845898839108E-02
0.136058000000000E+01  0.420733961712555E-02
0.137418580000000E+01  0.429733837138422E-02
0.138779160000000E+01  0.438846278445800E-02
0.140139740000000E+01  0.448072050731786E-02
0.141500320000000E+01  0.457411931014810E-02
0.142860900000000E+01  0.466866708390931E-02
0.144221480000000E+01  0.476437184193200E-02
0.145582060000000E+01  0.486124172154141E-02
0.146942640000000E+01  0.495928498571375E-02
0.148303220000000E+01  0.505851002476523E-02
0.149663800000000E+01  0.515892535807361E-02
0.151024380000000E+01  0.526053963583376E-02
0.152384960000000E+01  0.536336164084731E-02
0.153745540000000E+01  0.546740029034728E-02
0.155106120000000E+01  0.557266463785851E-02
0.156466700000000E+01  0.567916387509430E-02
0.157827280000000E+01  0.578690733389040E-02
0.159187860000000E+01  0.589590448817668E-02
0.160548440000000E+01  0.600616495598746E-02
0.161909020000000E+01  0.611769850151154E-02
0.163269600000000E+01  0.623051503718196E-02
0.164630180000000E+01  0.634462462580742E-02
0.165990760000000E+01  0.646003748274507E-02
0.167351340000000E+01  0.657676397811647E-02
0.168711920000000E+01  0.669481463906711E-02
0.170072500000000E+01  0.681420015207026E-02
0.171433080000000E+01  0.693493136527685E-02
0.172793660000000E+01  0.705701929091132E-02
0.174154240000000E+01  0.718047510771521E-02






Input



#Chi is reported as CHI_(i)_(j) \hbar \omega (eV)  Re(chi) (e^2*a_0^2/eV) Im(chi) (e^2*a_0^2/eV)
# S(E) satisfies the sum rule
     chi_1_1=  0.000000000000000E+00  0.449907532739966E+01  -.000000000000000E+00
     chi_2_1=  0.000000000000000E+00  0.416879724572489E-04  -.000000000000000E+00
     chi_3_1=  0.000000000000000E+00  0.244319684587956E-02  -.000000000000000E+00
     chi_1_2=  0.000000000000000E+00  0.445035481708629E-04  -.000000000000000E+00
     chi_2_2=  0.000000000000000E+00  0.373768549152446E+01  -.000000000000000E+00
     chi_3_2=  0.000000000000000E+00  0.141605748248321E-04  -.000000000000000E+00
     chi_1_3=  0.000000000000000E+00  0.245131920022586E-02  -.000000000000000E+00
     chi_2_3=  0.000000000000000E+00  0.127109211177139E-04  -.000000000000000E+00
     chi_3_3=  0.000000000000000E+00  0.195866981582341E+01  -.000000000000000E+00
     S(E)=  0.000000000000000E+00  -.000000000000000E+00
     chi_1_1=  0.100000000000000E-02  0.449907539562128E+01  0.374402336359558E-04
     chi_2_1=  0.100000000000000E-02  0.416879736798900E-04  0.670812745015222E-09
     chi_3_1=  0.100000000000000E-02  0.244319687908871E-02  0.181814451281232E-07
     chi_1_2=  0.100000000000000E-02  0.445035498051745E-04  0.901625820412425E-09
     chi_2_2=  0.100000000000000E-02  0.373768554454543E+01  0.292315713359546E-04
     chi_3_2=  0.100000000000000E-02  0.141605756708778E-04  0.467158980183521E-09
     chi_1_3=  0.100000000000000E-02  0.245131923499681E-02  0.190577701330676E-07
     chi_2_3=  0.100000000000000E-02  0.127109217456402E-04  0.344518841004582E-09
     chi_3_3=  0.100000000000000E-02  0.195866982606608E+01  0.559139092518549E-05
     S(E)=  0.100000000000000E-02  0.766736322042719E-08
     chi_1_1=  0.200000000000000E-02  0.449907560028617E+01  0.748804798517771E-04
     chi_2_1=  0.200000000000000E-02  0.416879773478137E-04  0.134162570879137E-08
     chi_3_1=  0.200000000000000E-02  0.244319697871617E-02  0.363628946254022E-07
     chi_1_2=  0.200000000000000E-02  0.445035547081104E-04  0.180325213036184E-08
     chi_2_2=  0.200000000000000E-02  0.373768570360838E+01  0.584631577451473E-04
     chi_3_2=  0.200000000000000E-02  0.141605782090155E-04  0.934318229755088E-09
     chi_1_3=  0.200000000000000E-02  0.245131933930969E-02  0.381155456907592E-07
     chi_2_3=  0.200000000000000E-02  0.127109236294193E-04  0.689037794358433E-09
     chi_3_3=  0.200000000000000E-02  0.195866985679408E+01  0.111827825394427E-04
     S(E)=  0.200000000000000E-02  0.306694588961051E-07
     chi_1_1=  0.300000000000000E-02  0.449907594139441E+01  0.112320751227343E-03
     chi_2_1=  0.300000000000000E-02  0.416879834610213E-04  0.201243911008953E-08
     chi_3_1=  0.300000000000000E-02  0.244319714476198E-02  0.545443528609957E-07
     chi_1_2=  0.300000000000000E-02  0.445035628796731E-04  0.270487941938608E-08
     chi_2_2=  0.300000000000000E-02  0.373768596871339E+01  0.876947743008493E-04
     chi_3_2=  0.300000000000000E-02  0.141605824392467E-04  0.140147801810329E-08
     chi_1_3=  0.300000000000000E-02  0.245131951316452E-02  0.571733320977031E-07
     chi_2_3=  0.300000000000000E-02  0.127109267690519E-04  0.103355697241091E-08
     chi_3_3=  0.300000000000000E-02  0.195866990800742E+01  0.167741755318436E-04
     S(E)=  0.300000000000000E-02  0.690063050702381E-07
     chi_1_1=  0.400000000000000E-02  0.449907641894608E+01  0.149761060342560E-03
     chi_2_1=  0.400000000000000E-02  0.416879920195145E-04  0.268325316767105E-08
     chi_3_1=  0.400000000000000E-02  0.244319737722616E-02  0.727258242040658E-07
     chi_1_2=  0.400000000000000E-02  0.445035743198668E-04  0.360650817702466E-08
     chi_2_2=  0.400000000000000E-02  0.373768633986059E+01  0.116926436076394E-03
     chi_3_2=  0.400000000000000E-02  0.141605883615736E-04  0.186863861461780E-08
     chi_1_3=  0.400000000000000E-02  0.245131975656136E-02  0.762311347785369E-07
     chi_2_3=  0.400000000000000E-02  0.127109311645388E-04  0.137807648751156E-08
     chi_3_3=  0.400000000000000E-02  0.195866997970611E+01  0.223655705914611E-04
     S(E)=  0.400000000000000E-02  0.122677931814881E-06






Output text



<comment class="example.output" id="qespresso.absorptionspec">
        <module id="qespresso.absorptionspec">
            <array dataType="xsd:double" dictRef="q:hbaromega" size="31" units="nonsi2:rydberg">0.000000000000000E+00 0.100000000000000E-02 0.200000000000000E-02 0.300000000000000E-02 0.400000000000000E-02 0.500000000000000E-02 0.600000000000000E-02 0.700000000000000E-02 0.800000000000000E-02 0.900000000000000E-02 0.100000000000000E-01 0.110000000000000E-01 0.120000000000000E-01 0.130000000000000E-01 0.140000000000000E-01 0.150000000000000E-01 0.160000000000000E-01 0.170000000000000E-01 0.180000000000000E-01 0.190000000000000E-01 0.200000000000000E-01 0.210000000000000E-01 0.220000000000000E-01 0.230000000000000E-01 0.240000000000000E-01 0.250000000000000E-01 0.260000000000000E-01 0.270000000000000E-01 0.280000000000000E-01 0.290000000000000E-01 0.300000000000000E-01</array>
            <array dataType="xsd:double" dictRef="cc:oscillator" size="31">-.000000000000000E+00 0.393149033963964E-06 0.157262417293422E-05 0.353850953269154E-05 0.629094532135745E-05 0.983012786212910E-05 0.141563096251174E-04 0.192697992682969E-04 0.251709616875803E-04 0.318602180760309E-04 0.393380459922301E-04 0.476049794378205E-04 0.566616089442455E-04 0.665085816687115E-04 0.771466014993996E-04 0.885764291699574E-04 0.100798882383304E-03 0.113814835944781E-03 0.127625221904695E-03 0.142231029710287E-03 0.157633306367168E-03 0.173833156610280E-03 0.190831743084423E-03 0.208630286534400E-03 0.227230066004843E-03 0.246632419049762E-03 0.266838741951901E-03 0.287850489951938E-03 0.309669177487626E-03 0.332296378442908E-03 0.355733726407125E-03</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="qespresso.absorptionspec2">
        <module id="qespresso.absorptionspec">
            <array dataType="xsd:double" dictRef="q:hbaromega" size="241" units="nonsi2:rydberg">0.000000000000000E+00 0.100000000000000E-02 0.200000000000000E-02 0.300000000000000E-02 0.400000000000000E-02 0.500000000000000E-02 0.600000000000000E-02 0.700000000000000E-02 0.800000000000000E-02 0.900000000000000E-02 0.100000000000000E-01 0.110000000000000E-01 0.120000000000000E-01 0.130000000000000E-01 0.140000000000000E-01 0.150000000000000E-01 0.160000000000000E-01 0.170000000000000E-01 0.180000000000000E-01 0.190000000000000E-01 0.200000000000000E-01 0.210000000000000E-01 0.220000000000000E-01 0.230000000000000E-01 0.240000000000000E-01 0.250000000000000E-01 0.260000000000000E-01 0.270000000000000E-01 0.280000000000000E-01 0.290000000000000E-01 0.300000000000000E-01 0.310000000000000E-01 0.320000000000000E-01 0.330000000000000E-01 0.340000000000000E-01 0.350000000000000E-01 0.360000000000000E-01 0.370000000000000E-01 0.380000000000000E-01 0.390000000000000E-01 0.400000000000000E-01 0.410000000000000E-01 0.420000000000000E-01 0.430000000000000E-01 0.440000000000000E-01 0.450000000000000E-01 0.460000000000000E-01 0.470000000000000E-01 0.480000000000000E-01 0.490000000000000E-01 0.500000000000000E-01 0.510000000000000E-01 0.520000000000000E-01 0.530000000000000E-01 0.540000000000000E-01 0.550000000000000E-01 0.560000000000000E-01 0.570000000000000E-01 0.580000000000000E-01 0.590000000000000E-01 0.600000000000000E-01 0.610000000000000E-01 0.620000000000000E-01 0.630000000000000E-01 0.640000000000000E-01 0.650000000000000E-01 0.660000000000000E-01 0.670000000000000E-01 0.680000000000000E-01 0.690000000000000E-01 0.700000000000000E-01 0.710000000000000E-01 0.720000000000001E-01 0.730000000000001E-01 0.740000000000001E-01 0.750000000000001E-01 0.760000000000001E-01 0.770000000000001E-01 0.780000000000001E-01 0.790000000000001E-01 0.800000000000001E-01 0.810000000000001E-01 0.820000000000001E-01 0.830000000000001E-01 0.840000000000001E-01 0.850000000000001E-01 0.860000000000001E-01 0.870000000000001E-01 0.880000000000001E-01 0.890000000000001E-01 0.900000000000001E-01 0.910000000000001E-01 0.920000000000001E-01 0.930000000000001E-01 0.940000000000001E-01 0.950000000000001E-01 0.960000000000001E-01 0.970000000000001E-01 0.980000000000001E-01 0.990000000000001E-01 0.100000000000000E+00 0.101000000000000E+00 0.102000000000000E+00 0.103000000000000E+00 0.104000000000000E+00 0.105000000000000E+00 0.106000000000000E+00 0.107000000000000E+00 0.108000000000000E+00 0.109000000000000E+00 0.110000000000000E+00 0.111000000000000E+00 0.112000000000000E+00 0.113000000000000E+00 0.114000000000000E+00 0.115000000000000E+00 0.116000000000000E+00 0.117000000000000E+00 0.118000000000000E+00 0.119000000000000E+00 0.120000000000000E+00 0.121000000000000E+00 0.122000000000000E+00 0.123000000000000E+00 0.124000000000000E+00 0.125000000000000E+00 0.126000000000000E+00 0.127000000000000E+00 0.128000000000000E+00 0.129000000000000E+00 0.130000000000000E+00 0.131000000000000E+00 0.132000000000000E+00 0.133000000000000E+00 0.134000000000000E+00 0.135000000000000E+00 0.136000000000000E+00 0.137000000000000E+00 0.138000000000000E+00 0.139000000000000E+00 0.140000000000000E+00 0.141000000000000E+00 0.142000000000000E+00 0.143000000000000E+00 0.144000000000000E+00 0.145000000000000E+00 0.146000000000000E+00 0.147000000000000E+00 0.148000000000000E+00 0.149000000000000E+00 0.150000000000000E+00 0.151000000000000E+00 0.152000000000000E+00 0.153000000000000E+00 0.154000000000000E+00 0.155000000000000E+00 0.156000000000000E+00 0.157000000000000E+00 0.158000000000000E+00 0.159000000000000E+00 0.160000000000000E+00 0.161000000000000E+00 0.162000000000000E+00 0.163000000000000E+00 0.164000000000000E+00 0.165000000000000E+00 0.166000000000000E+00 0.167000000000000E+00 0.168000000000000E+00 0.169000000000000E+00 0.170000000000000E+00 0.171000000000000E+00 0.172000000000000E+00 0.173000000000000E+00 0.174000000000000E+00 0.175000000000000E+00 0.176000000000000E+00 0.177000000000000E+00 0.178000000000000E+00 0.179000000000000E+00 0.180000000000000E+00 0.181000000000000E+00 0.182000000000000E+00 0.183000000000000E+00 0.184000000000000E+00 0.185000000000000E+00 0.186000000000000E+00 0.187000000000000E+00 0.188000000000000E+00 0.189000000000000E+00 0.190000000000000E+00 0.191000000000000E+00 0.192000000000000E+00 0.193000000000000E+00 0.194000000000000E+00 0.195000000000000E+00 0.196000000000000E+00 0.197000000000000E+00 0.198000000000000E+00 0.199000000000000E+00 0.200000000000000E+00 0.201000000000000E+00 0.202000000000000E+00 0.203000000000000E+00 0.204000000000000E+00 0.205000000000000E+00 0.206000000000000E+00 0.207000000000000E+00 0.208000000000000E+00 0.209000000000000E+00 0.210000000000000E+00 0.211000000000000E+00 0.212000000000000E+00 0.213000000000000E+00 0.214000000000000E+00 0.215000000000000E+00 0.216000000000000E+00 0.217000000000000E+00 0.218000000000000E+00 0.219000000000000E+00 0.220000000000000E+00 0.221000000000000E+00 0.222000000000000E+00 0.223000000000000E+00 0.224000000000000E+00 0.225000000000000E+00 0.226000000000000E+00 0.227000000000000E+00 0.228000000000000E+00 0.229000000000000E+00 0.230000000000000E+00 0.231000000000000E+00 0.232000000000000E+00 0.233000000000000E+00 0.234000000000000E+00 0.235000000000000E+00 0.236000000000000E+00 0.237000000000000E+00 0.238000000000000E+00 0.239000000000000E+00 0.384999999999969E+01</array>
            <array dataType="xsd:double" dictRef="cc:oscillator" size="241">-.000000000000000E+00 0.395709015808538E-06 0.158286446771955E-05 0.356155157382555E-05 0.633191237973641E-05 0.989414578176762E-05 0.142485075594131E-04 0.193953104171121E-04 0.253349240353224E-04 0.320677751309138E-04 0.395943475269005E-04 0.479151822315313E-04 0.570308775267618E-04 0.669420890661326E-04 0.776495299820832E-04 0.891539710027328E-04 0.101456240578159E-03 0.114557225016216E-03 0.128457868627926E-03 0.143159173882492E-03 0.158662201571973E-03 0.174968070985665E-03 0.192077960094254E-03 0.209993105743777E-03 0.228714803859457E-03 0.248244409659470E-03 0.268583337878708E-03 0.289733063002600E-03 0.311695119511057E-03 0.334471102132627E-03 0.358062666108915E-03 0.382471527469356E-03 0.407699463316431E-03 0.433748312121384E-03 0.460619974030562E-03 0.488316411182433E-03 0.516839648035408E-03 0.546191771706533E-03 0.576374932321196E-03 0.607391343373889E-03 0.639243282100199E-03 0.671933089860102E-03 0.705463172532671E-03 0.739836000922337E-03 0.775054111176831E-03 0.811120105216880E-03 0.848036651177868E-03 0.885806483863521E-03 0.924432405211799E-03 0.963917284773133E-03 0.100426406020111E-02 0.104547573775583E-02 0.108755539282002E-02 0.113050617042810E-02 0.117433128580836E-02 0.121903402493838E-02 0.126461774511397E-02 0.131108587553164E-02 0.135844191788492E-02 0.140668944697468E-02 0.145583211133363E-02 0.150587363386513E-02 0.155681781249665E-02 0.160866852084802E-02 0.166142970891456E-02 0.171510540376561E-02 0.176969971025829E-02 0.182521681176707E-02 0.188166097092913E-02 0.193903653040596E-02 0.199734791366122E-02 0.205659962575534E-02 0.211679625415691E-02 0.217794246957129E-02 0.224004302678660E-02 0.230310276553744E-02 0.236712661138657E-02 0.243211957662486E-02 0.249808676118982E-02 0.256503335360301E-02 0.263296463192662E-02 0.270188596473953E-02 0.277180281213330E-02 0.284272072672823E-02 0.291464535470996E-02 0.298758243688695E-02 0.306153780976919E-02 0.313651740666841E-02 0.321252725882046E-02 0.328957349652981E-02 0.336766235033694E-02 0.344680015220889E-02 0.352699333675328E-02 0.360824844245647E-02 0.369057211294596E-02 0.377397109827790E-02 0.385845225624970E-02 0.394402255373860E-02 0.403068906806640E-02 0.411845898839108E-02 0.420733961712555E-02 0.429733837138422E-02 0.438846278445800E-02 0.448072050731786E-02 0.457411931014810E-02 0.466866708390931E-02 0.476437184193200E-02 0.486124172154141E-02 0.495928498571375E-02 0.505851002476523E-02 0.515892535807361E-02 0.526053963583376E-02 0.536336164084731E-02 0.546740029034728E-02 0.557266463785851E-02 0.567916387509430E-02 0.578690733389040E-02 0.589590448817668E-02 0.600616495598746E-02 0.611769850151154E-02 0.623051503718196E-02 0.634462462580742E-02 0.646003748274507E-02 0.657676397811647E-02 0.669481463906711E-02 0.681420015207026E-02 0.693493136527685E-02 0.705701929091132E-02 0.718047510771521E-02 0.730531016343913E-02 0.743153597738413E-02 0.755916424299390E-02 0.768820683049814E-02 0.781867578960922E-02 0.795058335227220E-02 0.808394193547029E-02 0.821876414408621E-02 0.835506277382136E-02 0.849285081417346E-02 0.863214145147428E-02 0.877294807198877E-02 0.891528426507676E-02 0.905916382641892E-02 0.920460076130800E-02 0.935160928800726E-02 0.950020384117729E-02 0.965039907537278E-02 0.980220986861115E-02 0.995565132601403E-02 0.101107387835238E-01 0.102674878116971E-01 0.104259142195757E-01 0.105860340586390E-01 0.107478636268368E-01 0.109114194727076E-01 0.110767183995816E-01 0.112437774698719E-01 0.114126140094558E-01 0.115832456121480E-01 0.117556901442675E-01 0.119299657493017E-01 0.121060908526685E-01 0.122840841665797E-01 0.124639646950076E-01 0.126457517387579E-01 0.128294649006508E-01 0.130151240908126E-01 0.132027495320821E-01 0.133923617655328E-01 0.135839816561142E-01 0.137776303984160E-01 0.139733295225569E-01 0.141711009002020E-01 0.143709667507117E-01 0.145729496474251E-01 0.147770725240814E-01 0.149833586813828E-01 0.151918317937031E-01 0.154025159159434E-01 0.156154354905421E-01 0.158306153546393E-01 0.160480807474026E-01 0.162678573175167E-01 0.164899711308418E-01 0.167144486782437E-01 0.169413168836024E-01 0.171706031120016E-01 0.174023351781049E-01 0.176365413547232E-01 0.178732503815782E-01 0.181124914742678E-01 0.183542943334371E-01 0.185986891541627E-01 0.188457066355537E-01 0.190953779905764E-01 0.193477349561086E-01 0.196028098032289E-01 0.198606353477483E-01 0.201212449609895E-01 0.203846725808211E-01 0.206509527229546E-01 0.209201204925089E-01 0.211922115958519E-01 0.214672623527257E-01 0.217453097086634E-01 0.220263912477051E-01 0.223105452054224E-01 0.225978104822584E-01 0.228882266571940E-01 0.231818340017469E-01 0.234786734943162E-01 0.237787868348778E-01 0.240822164600456E-01 0.243890055585038E-01 0.246991980868252E-01 0.250128387856834E-01 0.253299731964720E-01 0.256506476783411E-01 0.259749094256650E-01 0.263028064859515E-01 0.266343877782068E-01 0.269697031117693E-01 0.273088032056261E-01 0.276517397082247E-01 0.279985652177979E-01 0.283493333032136E-01 0.287040985253666E-01 0.290629164591296E-01 0.294258437158780E-01 0.297929379666075E-01 0.301642579656609E-01 0.305398635750852E-01 0.309198157896339E-01 0.313041767624378E-01 0.316930098313650E-01 0.320863795460871E-01 0.324843516958785E-01 0.328869933381685E-01 0.332943728278706E-01 0.337065598475123E-01 0.186597166347376E+01</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="qespresso.absorptionspec3">
        <module id="qespresso.absorptionspec">
            <array dataType="xsd:double" dictRef="q:hbaromega" size="129" units="nonsi2:rydberg">0 0.001 0.002 0.003 0.004 0.005 0.006 0.007 0.008 0.009 0.01 0.011 0.012 0.013 0.014 0.015 0.016 0.017 0.018 0.019 0.02 0.021 0.022 0.023 0.024 0.025 0.026 0.027 0.028 0.029 0.03 0.031 0.032 0.033 0.034 0.035 0.036 0.037 0.038 0.039 0.04 0.041 0.042 0.043 0.044 0.045 0.046 0.047 0.048 0.049 0.05 0.051 0.052 0.053 0.054 0.055 0.056 0.057 0.058 0.059 0.06 0.061 0.062 0.063 0.064 0.065 0.066 0.067 0.068 0.069 0.07 0.071 0.072 0.073 0.074 0.075 0.076 0.077 0.078 0.079 0.08 0.081 0.082 0.083 0.084 0.085 0.086 0.087 0.088 0.089 0.09 0.091 0.092 0.093 0.094 0.095 0.096 0.097 0.098 0.099 0.1 0.101 0.102 0.103 0.104 0.105 0.106 0.107 0.108 0.109 0.11 0.111 0.112 0.113 0.114 0.115 0.116 0.117 0.118 0.119 0.12 0.121 0.122 0.123 0.124 0.125 0.126 0.127 0.128</array>
            <array dataType="xsd:double" dictRef="cc:oscillator" size="129">-.000000000000000E+00 0.395709015808538E-06 0.158286446771955E-05 0.356155157382555E-05 0.633191237973641E-05 0.989414578176762E-05 0.142485075594131E-04 0.193953104171121E-04 0.253349240353224E-04 0.320677751309138E-04 0.395943475269005E-04 0.479151822315313E-04 0.570308775267618E-04 0.669420890661326E-04 0.776495299820832E-04 0.891539710027328E-04 0.101456240578159E-03 0.114557225016216E-03 0.128457868627926E-03 0.143159173882492E-03 0.158662201571973E-03 0.174968070985665E-03 0.192077960094254E-03 0.209993105743777E-03 0.228714803859457E-03 0.248244409659470E-03 0.268583337878708E-03 0.289733063002600E-03 0.311695119511057E-03 0.334471102132627E-03 0.358062666108915E-03 0.382471527469356E-03 0.407699463316431E-03 0.433748312121384E-03 0.460619974030562E-03 0.488316411182433E-03 0.516839648035408E-03 0.546191771706533E-03 0.576374932321196E-03 0.607391343373889E-03 0.639243282100199E-03 0.671933089860102E-03 0.705463172532671E-03 0.739836000922337E-03 0.775054111176831E-03 0.811120105216880E-03 0.848036651177868E-03 0.885806483863521E-03 0.924432405211799E-03 0.963917284773133E-03 0.100426406020111E-02 0.104547573775583E-02 0.108755539282002E-02 0.113050617042810E-02 0.117433128580836E-02 0.121903402493838E-02 0.126461774511397E-02 0.131108587553164E-02 0.135844191788492E-02 0.140668944697468E-02 0.145583211133363E-02 0.150587363386513E-02 0.155681781249665E-02 0.160866852084802E-02 0.166142970891456E-02 0.171510540376561E-02 0.176969971025829E-02 0.182521681176707E-02 0.188166097092913E-02 0.193903653040596E-02 0.199734791366122E-02 0.205659962575534E-02 0.211679625415691E-02 0.217794246957129E-02 0.224004302678660E-02 0.230310276553744E-02 0.236712661138657E-02 0.243211957662486E-02 0.249808676118982E-02 0.256503335360301E-02 0.263296463192662E-02 0.270188596473953E-02 0.277180281213330E-02 0.284272072672823E-02 0.291464535470996E-02 0.298758243688695E-02 0.306153780976919E-02 0.313651740666841E-02 0.321252725882046E-02 0.328957349652981E-02 0.336766235033694E-02 0.344680015220889E-02 0.352699333675328E-02 0.360824844245647E-02 0.369057211294596E-02 0.377397109827790E-02 0.385845225624970E-02 0.394402255373860E-02 0.403068906806640E-02 0.411845898839108E-02 0.420733961712555E-02 0.429733837138422E-02 0.438846278445800E-02 0.448072050731786E-02 0.457411931014810E-02 0.466866708390931E-02 0.476437184193200E-02 0.486124172154141E-02 0.495928498571375E-02 0.505851002476523E-02 0.515892535807361E-02 0.526053963583376E-02 0.536336164084731E-02 0.546740029034728E-02 0.557266463785851E-02 0.567916387509430E-02 0.578690733389040E-02 0.589590448817668E-02 0.600616495598746E-02 0.611769850151154E-02 0.623051503718196E-02 0.634462462580742E-02 0.646003748274507E-02 0.657676397811647E-02 0.669481463906711E-02 0.681420015207026E-02 0.693493136527685E-02 0.705701929091132E-02 0.718047510771521E-02</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="qespresso.absorptionspec4">
        <module id="qespresso.absorptionspec">
            <array dataType="xsd:double" dictRef="q:hbaromega" size="5" units="nonsi2:rydberg">0 0.000073498067 0.000146996134 0.000220494201 0.000293992268</array>
            <array dataType="xsd:double" dictRef="cc:oscillator" size="5">-.000000000000000E+00 0.766736322042719E-08 0.306694588961051E-07 0.690063050702381E-07 0.122677931814881E-06</array>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\#\s+\\hbar\s*\\omega\(Ry\)\s*Oscillator\s*strength.*" endPattern="\s*" endPattern2="~" endOffset="1">    <record />    <record repeat="*" makeArray="true">{E,q:hbaromega}{E,cc:oscillator}</record>    <transform process="pullup" xpath=".//cml:array" repeat="2" />
        </template>  <template pattern="\s*\#\s+\\hbar\s*\\omega\(eV\)\s*Oscillator\s*strength.*" endPattern="\s*" endPattern2="~" endOffset="1">    <record />    <record repeat="*" makeArray="false">{E,q:hbaromega}{E,cc:oscillator}</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='q:hbaromega']" args="operator=multiply operand=0.0734980670008379" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='q:hbaromega']" value="$number(round-half-to-even(./text(),14))" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='q:hbaromega']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:oscillator']" />    <transform process="pullup" xpath=".//cml:array" repeat="3" />
        </template>  <template pattern=".*Chi\sis\sreported\sas\sCHI.*\\hbar\s*\\omega\s*\(Ry\).*" endPattern="~" endOffset="1">    <record repeat="2" />    <record repeat="*" makeArray="true">\s*S\(E\)={E,q:hbaromega}{E,cc:oscillator}</record>    <transform process="pullup" xpath=".//cml:array" repeat="3" />
        </template>  <template pattern=".*Chi\sis\sreported\sas\sCHI.*\\hbar\s*\\omega\s*\(eV\).*" endPattern="~" endOffset="1">    <record repeat="2" />    <record repeat="*" makeArray="false">\s*S\(E\)={E,q:hbaromega}{E,cc:oscillator}.*</record>    <transform process="operateScalar" xpath=".//cml:scalar[@dictRef='q:hbaromega']" args="operator=multiply operand=0.0734980670008379" />    <transform process="setValue" xpath=".//cml:scalar[@dictRef='q:hbaromega']" value="$number(round-half-to-even(./text(),14))" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='q:hbaromega']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:oscillator']" />    <transform process="pullup" xpath=".//cml:array" repeat="4" />
        </template>
    </templateList>
<transform process="addUnits" xpath="//cml:array[@dictRef='q:hbaromega']" value="nonsi2:rydberg" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath="./cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	QuantumEspresso bands



	id

	qespresso.bands



	name

	QuantumEspresso bands



	xml:base

	topTemplate.xml







Input



&plot nbnd=  34, nks=   202 /
           0.000000  0.000000  0.000000
 -91.768  -91.768  -91.731  -91.731  -91.731  -20.772   -4.487   -3.537   -2.948   -2.948
  -2.948    8.069    8.069    8.069   11.211   11.211   11.211   14.016   14.016   14.016
  14.245   14.640   14.640   14.640   17.785   17.785   18.624   23.759   23.759   23.759
  27.589   27.589   27.589   34.835
           0.025000 -0.014434  0.020412
 -91.768  -91.768  -91.731  -91.731  -91.731  -20.771   -4.525   -3.542   -2.952   -2.952
  -2.907    8.078    8.078    8.086   11.186   11.216   11.216   14.014   14.016   14.016
  14.246   14.626   14.637   14.637   17.795   17.800   18.652   23.742   23.745   23.745
  27.580   27.597   27.597   34.892
           0.050000 -0.028868  0.040825
 -91.768  -91.768  -91.731  -91.731  -91.731  -20.767   -4.630   -3.557   -2.963   -2.963
  -2.792    8.107    8.107    8.137   11.112   11.231   11.231   14.007   14.018   14.018
  14.249   14.589   14.628   14.628   17.825   17.841   18.734   23.691   23.704   23.704
  27.555   27.622   27.622   35.056
           0.075000 -0.043301  0.061237
 -91.768  -91.768  -91.731  -91.731  -91.731  -20.759   -4.778   -3.581   -2.980   -2.980
  -2.628    8.155    8.155    8.221   10.993   11.254   11.254   13.997   14.020   14.020
  14.255   14.534   14.613   14.613   17.875   17.903   18.865   23.607   23.637   23.637
  27.525   27.661   27.661   35.311
           0.100000 -0.057735  0.081650
 -91.768  -91.768  -91.731  -91.731  -91.731  -20.750   -4.950   -3.613   -3.004   -3.004
  -2.433    8.222    8.222    8.336   10.833   11.285   11.285   13.984   14.022   14.022
  14.263   14.470   14.592   14.592   17.943   17.973   19.040   23.489   23.548   23.548
  27.505   27.712   27.712   35.623






Output text



<comment class="example.output" id="qespresso.bands">
        <module id="qespresso.bands">
           <scalar dataType="xsd:integer" dictRef="qex:nbnd">34</scalar>
           <scalar dataType="xsd:integer" dictRef="qex:nks">202</scalar>
           <matrix cols="3" dataType="xsd:double" dictRef="cc:coord" rows="5">0.000000 0.000000 0.000000 0.025000 -0.014434 0.020412 0.050000 -0.028868 0.040825 0.075000 -0.043301 0.061237 0.100000 -0.057735 0.081650</matrix>
           <matrix cols="34" dataType="xsd:double" dictRef="cc:eigen" rows="5">-91.768 -91.768 -91.731 -91.731 -91.731 -20.772 -4.487 -3.537 -2.948 -2.948 -2.948 8.069 8.069 8.069 11.211 11.211 11.211 14.016 14.016 14.016 14.245 14.640 14.640 14.640 17.785 17.785 18.624 23.759 23.759 23.759 27.589 27.589 27.589 34.835 -91.768 -91.768 -91.731 -91.731 -91.731 -20.771 -4.525 -3.542 -2.952 -2.952 -2.907 8.078 8.078 8.086 11.186 11.216 11.216 14.014 14.016 14.016 14.246 14.626 14.637 14.637 17.795 17.800 18.652 23.742 23.745 23.745 27.580 27.597 27.597 34.892 -91.768 -91.768 -91.731 -91.731 -91.731 -20.767 -4.630 -3.557 -2.963 -2.963 -2.792 8.107 8.107 8.137 11.112 11.231 11.231 14.007 14.018 14.018 14.249 14.589 14.628 14.628 17.825 17.841 18.734 23.691 23.704 23.704 27.555 27.622 27.622 35.056 -91.768 -91.768 -91.731 -91.731 -91.731 -20.759 -4.778 -3.581 -2.980 -2.980 -2.628 8.155 8.155 8.221 10.993 11.254 11.254 13.997 14.020 14.020 14.255 14.534 14.613 14.613 17.875 17.903 18.865 23.607 23.637 23.637 27.525 27.661 27.661 35.311 -91.768 -91.768 -91.731 -91.731 -91.731 -20.750 -4.950 -3.613 -3.004 -3.004 -2.433 8.222 8.222 8.336 10.833 11.285 11.285 13.984 14.022 14.022 14.263 14.470 14.592 14.592 17.943 17.973 19.040 23.489 23.548 23.548 27.505 27.712 27.712 35.623</matrix>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*.plot\snbnd.*" endPattern=".*" endOffset="0">    <record>.*nbnd\s*={I, qex:nbnd},\s*nks\s*={I, qex:nks}.*</record>
        </template>  <template pattern="\s{9,}\S+.*" endPattern="\s{9,}\S+.*" endPattern2="~" repeat="*">    <record id="kpoint">{3F,cc:coord}</record>    <record repeat="*" makeArray="true" id="energy">{1_10F,cc:eigen}</record>    <transform process="move" xpath=".//cml:array[@dictRef='qex:benergy']" to=".//cml:list[@cmlx:templateRef='kpoint']" />
        </template>  <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='cc:coord']" dictRef="cc:coord" />  <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='cc:eigen']" dictRef="cc:eigen" />  <transform process="pullup" xpath=".//cml:scalar" repeat="3" />  <transform process="pullup" xpath=".//cml:matrix" repeat="3" />  <transform process="delete" xpath=".//cml:module" />
    </templateList>
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Template attributes





	Attribute

	Value





	source

	QuantumEspresso PDOS



	id

	qespresso.pdos



	name

	QuantumEspresso PDOS



	xml:base

	topTemplate.xml







Input



# E (eV)   ldos(E)   pdos(E)    pdos(E)    pdos(E)    pdos(E)    pdos(E)    pdos(E)    pdos(E)
  -6.275  0.895E-02  0.236E-02  0.383E-03  0.383E-03  0.174E-02  0.174E-02  0.391E-04  0.230E-02
  -6.265  0.844E-02  0.220E-02  0.366E-03  0.366E-03  0.166E-02  0.166E-02  0.380E-04  0.215E-02
  -6.255  0.796E-02  0.206E-02  0.349E-03  0.349E-03  0.158E-02  0.158E-02  0.371E-04  0.201E-02
  -6.245  0.752E-02  0.192E-02  0.334E-03  0.334E-03  0.150E-02  0.150E-02  0.364E-04  0.189E-02
  -6.235  0.710E-02  0.179E-02  0.320E-03  0.320E-03  0.143E-02  0.143E-02  0.357E-04  0.177E-02
  -6.225  0.670E-02  0.167E-02  0.306E-03  0.306E-03  0.136E-02  0.136E-02  0.351E-04  0.165E-02
  -6.215  0.632E-02  0.156E-02  0.293E-03  0.293E-03  0.130E-02  0.130E-02  0.345E-04  0.155E-02
  -6.205  0.598E-02  0.145E-02  0.280E-03  0.280E-03  0.124E-02  0.124E-02  0.339E-04  0.145E-02
  -6.195  0.570E-02  0.137E-02  0.270E-03  0.270E-03  0.119E-02  0.119E-02  0.333E-04  0.137E-02
  -6.185  0.541E-02  0.129E-02  0.259E-03  0.259E-03  0.114E-02  0.114E-02  0.327E-04  0.129E-02
  -6.175  0.510E-02  0.120E-02  0.248E-03  0.248E-03  0.108E-02  0.108E-02  0.319E-04  0.121E-02
  -6.165  0.477E-02  0.111E-02  0.235E-03  0.235E-03  0.102E-02  0.102E-02  0.310E-04  0.112E-02
  -6.155  0.443E-02  0.102E-02  0.221E-03  0.221E-03  0.957E-03  0.957E-03  0.299E-04  0.103E-02
  -6.145  0.408E-02  0.923E-03  0.206E-03  0.206E-03  0.889E-03  0.889E-03  0.286E-04  0.938E-03
  -6.135  0.372E-02  0.829E-03  0.190E-03  0.190E-03  0.817E-03  0.817E-03  0.270E-04  0.847E-03
  -6.125  0.335E-02  0.739E-03  0.173E-03  0.173E-03  0.742E-03  0.742E-03  0.251E-04  0.757E-03
  -6.115  0.298E-02  0.653E-03  0.155E-03  0.155E-03  0.663E-03  0.663E-03  0.229E-04  0.671E-03
  -6.105  0.261E-02  0.573E-03  0.136E-03  0.136E-03  0.580E-03  0.580E-03  0.204E-04  0.588E-03
  -6.095  0.225E-02  0.501E-03  0.116E-03  0.116E-03  0.494E-03  0.494E-03  0.174E-04  0.512E-03
  -6.085  0.193E-02  0.443E-03  0.966E-04  0.966E-04  0.414E-03  0.414E-03  0.145E-04  0.448E-03
  -6.075  0.177E-02  0.414E-03  0.866E-04  0.866E-04  0.375E-03  0.375E-03  0.127E-04  0.418E-03
  -6.065  0.167E-02  0.397E-03  0.802E-04  0.802E-04  0.353E-03  0.353E-03  0.115E-04  0.401E-03
  -6.055  0.162E-02  0.385E-03  0.766E-04  0.766E-04  0.340E-03  0.340E-03  0.108E-04  0.389E-03
  -6.045  0.159E-02  0.379E-03  0.751E-04  0.751E-04  0.333E-03  0.333E-03  0.106E-04  0.383E-03
  -6.035  0.155E-02  0.374E-03  0.721E-04  0.721E-04  0.321E-03  0.321E-03  0.101E-04  0.376E-03
  -6.025  0.146E-02  0.361E-03  0.668E-04  0.668E-04  0.298E-03  0.298E-03  0.918E-05  0.361E-03
  -6.015  0.133E-02  0.335E-03  0.594E-04  0.594E-04  0.267E-03  0.267E-03  0.794E-05  0.333E-03
  -6.005  0.114E-02  0.290E-03  0.502E-04  0.502E-04  0.228E-03  0.228E-03  0.643E-05  0.288E-03
  -5.995  0.969E-03  0.243E-03  0.427E-04  0.427E-04  0.196E-03  0.196E-03  0.525E-05  0.243E-03
  -5.985  0.957E-03  0.239E-03  0.419E-04  0.419E-04  0.194E-03  0.194E-03  0.514E-05  0.240E-03
  -5.975  0.947E-03  0.237E-03  0.411E-04  0.411E-04  0.192E-03  0.192E-03  0.505E-05  0.238E-03
  -5.965  0.938E-03  0.234E-03  0.405E-04  0.405E-04  0.191E-03  0.191E-03  0.498E-05  0.237E-03
  -5.955  0.932E-03  0.233E-03  0.399E-04  0.399E-04  0.190E-03  0.190E-03  0.492E-05  0.236E-03
  -5.945  0.928E-03  0.231E-03  0.394E-04  0.394E-04  0.189E-03  0.189E-03  0.489E-05  0.235E-03
  -5.935  0.926E-03  0.231E-03  0.390E-04  0.390E-04  0.188E-03  0.188E-03  0.487E-05  0.236E-03
  -5.925  0.926E-03  0.231E-03  0.387E-04  0.387E-04  0.188E-03  0.188E-03  0.488E-05  0.236E-03
  -5.915  0.927E-03  0.231E-03  0.385E-04  0.385E-04  0.188E-03  0.188E-03  0.492E-05  0.237E-03
  -5.905  0.931E-03  0.232E-03  0.384E-04  0.384E-04  0.189E-03  0.189E-03  0.498E-05  0.239E-03
  -5.895  0.937E-03  0.234E-03  0.385E-04  0.385E-04  0.190E-03  0.190E-03  0.507E-05  0.241E-03






Input



# E (eV)  ldosup(E)  ldosdw(E) pdosup(E)  pdosdw(E)  pdosup(E)  pdosdw(E)  pdosup(E)  pdosdw(E)  pdosup(E)  pdosdw(E)  pdosup(E)  pdosdw(E)
4.547  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00  0.000E+00
4.557  0.441E-09  0.000E+00  0.868E-10  0.000E+00  0.733E-10  0.000E+00  0.103E-09  0.000E+00  0.926E-10  0.000E+00  0.853E-10  0.000E+00
4.567  0.353E-08  0.000E+00  0.694E-09  0.000E+00  0.586E-09  0.000E+00  0.824E-09  0.000E+00  0.741E-09  0.000E+00  0.683E-09  0.000E+00
4.577  0.119E-07  0.000E+00  0.234E-08  0.000E+00  0.198E-08  0.000E+00  0.278E-08  0.000E+00  0.250E-08  0.000E+00  0.230E-08  0.000E+00
4.587  0.282E-07  0.000E+00  0.555E-08  0.000E+00  0.469E-08  0.000E+00  0.659E-08  0.000E+00  0.593E-08  0.000E+00  0.546E-08  0.000E+00
4.597  0.551E-07  0.000E+00  0.108E-07  0.000E+00  0.916E-08  0.000E+00  0.129E-07  0.000E+00  0.116E-07  0.000E+00  0.107E-07  0.000E+00
4.607  0.952E-07  0.000E+00  0.187E-07  0.000E+00  0.158E-07  0.000E+00  0.222E-07  0.000E+00  0.200E-07  0.000E+00  0.184E-07  0.000E+00
4.617  0.151E-06  0.000E+00  0.298E-07  0.000E+00  0.251E-07  0.000E+00  0.353E-07  0.000E+00  0.318E-07  0.000E+00  0.293E-07  0.000E+00






Output text



<comment class="example.output" id="qespresso.pdos">
        <module id="qespresso.pdos">
            <list cmlx:templateRef="orbitalf">
              <array dataType="xsd:double" dictRef="qex:eenergy" size="39">-6.275 -6.265 -6.255 -6.245 -6.235 -6.225 -6.215 -6.205 -6.195 -6.185 -6.175 -6.165 -6.155 -6.145 -6.135 -6.125 -6.115 -6.105 -6.095 -6.085 -6.075 -6.065 -6.055 -6.045 -6.035 -6.025 -6.015 -6.005 -5.995 -5.985 -5.975 -5.965 -5.955 -5.945 -5.935 -5.925 -5.915 -5.905 -5.895</array>
              <array dataType="xsd:double" dictRef="qex:ldos" size="39">0.895E-02 0.844E-02 0.796E-02 0.752E-02 0.710E-02 0.670E-02 0.632E-02 0.598E-02 0.570E-02 0.541E-02 0.510E-02 0.477E-02 0.443E-02 0.408E-02 0.372E-02 0.335E-02 0.298E-02 0.261E-02 0.225E-02 0.193E-02 0.177E-02 0.167E-02 0.162E-02 0.159E-02 0.155E-02 0.146E-02 0.133E-02 0.114E-02 0.969E-03 0.957E-03 0.947E-03 0.938E-03 0.932E-03 0.928E-03 0.926E-03 0.926E-03 0.927E-03 0.931E-03 0.937E-03</array>
              <array dataType="xsd:double" dictRef="qex:pdos.fz3" size="39">0.236E-02 0.220E-02 0.206E-02 0.192E-02 0.179E-02 0.167E-02 0.156E-02 0.145E-02 0.137E-02 0.129E-02 0.120E-02 0.111E-02 0.102E-02 0.923E-03 0.829E-03 0.739E-03 0.653E-03 0.573E-03 0.501E-03 0.443E-03 0.414E-03 0.397E-03 0.385E-03 0.379E-03 0.374E-03 0.361E-03 0.335E-03 0.290E-03 0.243E-03 0.239E-03 0.237E-03 0.234E-03 0.233E-03 0.231E-03 0.231E-03 0.231E-03 0.231E-03 0.232E-03 0.234E-03</array>
              <array dataType="xsd:double" dictRef="qex:pdos.fz2x" size="39">0.383E-03 0.366E-03 0.349E-03 0.334E-03 0.320E-03 0.306E-03 0.293E-03 0.280E-03 0.270E-03 0.259E-03 0.248E-03 0.235E-03 0.221E-03 0.206E-03 0.190E-03 0.173E-03 0.155E-03 0.136E-03 0.116E-03 0.966E-04 0.866E-04 0.802E-04 0.766E-04 0.751E-04 0.721E-04 0.668E-04 0.594E-04 0.502E-04 0.427E-04 0.419E-04 0.411E-04 0.405E-04 0.399E-04 0.394E-04 0.390E-04 0.387E-04 0.385E-04 0.384E-04 0.385E-04</array>
              <array dataType="xsd:double" dictRef="qex:pdos.fz2y" size="39">0.383E-03 0.366E-03 0.349E-03 0.334E-03 0.320E-03 0.306E-03 0.293E-03 0.280E-03 0.270E-03 0.259E-03 0.248E-03 0.235E-03 0.221E-03 0.206E-03 0.190E-03 0.173E-03 0.155E-03 0.136E-03 0.116E-03 0.966E-04 0.866E-04 0.802E-04 0.766E-04 0.751E-04 0.721E-04 0.668E-04 0.594E-04 0.502E-04 0.427E-04 0.419E-04 0.411E-04 0.405E-04 0.399E-04 0.394E-04 0.390E-04 0.387E-04 0.385E-04 0.384E-04 0.385E-04</array>
              <array dataType="xsd:double" dictRef="qex:pdos.fz2.x2.y2" size="39">0.174E-02 0.166E-02 0.158E-02 0.150E-02 0.143E-02 0.136E-02 0.130E-02 0.124E-02 0.119E-02 0.114E-02 0.108E-02 0.102E-02 0.957E-03 0.889E-03 0.817E-03 0.742E-03 0.663E-03 0.580E-03 0.494E-03 0.414E-03 0.375E-03 0.353E-03 0.340E-03 0.333E-03 0.321E-03 0.298E-03 0.267E-03 0.228E-03 0.196E-03 0.194E-03 0.192E-03 0.191E-03 0.190E-03 0.189E-03 0.188E-03 0.188E-03 0.188E-03 0.189E-03 0.190E-03</array>
              <array dataType="xsd:double" dictRef="qex:pdos.fzxy" size="39">0.174E-02 0.166E-02 0.158E-02 0.150E-02 0.143E-02 0.136E-02 0.130E-02 0.124E-02 0.119E-02 0.114E-02 0.108E-02 0.102E-02 0.957E-03 0.889E-03 0.817E-03 0.742E-03 0.663E-03 0.580E-03 0.494E-03 0.414E-03 0.375E-03 0.353E-03 0.340E-03 0.333E-03 0.321E-03 0.298E-03 0.267E-03 0.228E-03 0.196E-03 0.194E-03 0.192E-03 0.191E-03 0.190E-03 0.189E-03 0.188E-03 0.188E-03 0.188E-03 0.189E-03 0.190E-03</array>
              <array dataType="xsd:double" dictRef="qex:pdos.fx.x2.3ys" size="39">0.391E-04 0.380E-04 0.371E-04 0.364E-04 0.357E-04 0.351E-04 0.345E-04 0.339E-04 0.333E-04 0.327E-04 0.319E-04 0.310E-04 0.299E-04 0.286E-04 0.270E-04 0.251E-04 0.229E-04 0.204E-04 0.174E-04 0.145E-04 0.127E-04 0.115E-04 0.108E-04 0.106E-04 0.101E-04 0.918E-05 0.794E-05 0.643E-05 0.525E-05 0.514E-05 0.505E-05 0.498E-05 0.492E-05 0.489E-05 0.487E-05 0.488E-05 0.492E-05 0.498E-05 0.507E-05</array>
              <array dataType="xsd:double" dictRef="qex:pdos.fy.3x2.ys" size="39">0.230E-02 0.215E-02 0.201E-02 0.189E-02 0.177E-02 0.165E-02 0.155E-02 0.145E-02 0.137E-02 0.129E-02 0.121E-02 0.112E-02 0.103E-02 0.938E-03 0.847E-03 0.757E-03 0.671E-03 0.588E-03 0.512E-03 0.448E-03 0.418E-03 0.401E-03 0.389E-03 0.383E-03 0.376E-03 0.361E-03 0.333E-03 0.288E-03 0.243E-03 0.240E-03 0.238E-03 0.237E-03 0.236E-03 0.235E-03 0.236E-03 0.236E-03 0.237E-03 0.239E-03 0.241E-03</array>
            </list>
        </module>
    </comment>






Output text



<comment class="example.output" id="qespresso.pdos2">
        <module id="qespresso.pdos">
            <list cmlx:templateRef="orbitaldspin">
                <array dataType="xsd:double" dictRef="qex:eenergy" size="8">4.547 4.557 4.567 4.577 4.587 4.597 4.607 4.617</array>
                <array dataType="xsd:double" dictRef="qex:ldos.up" size="8">0.000E+00 0.441E-09 0.353E-08 0.119E-07 0.282E-07 0.551E-07 0.952E-07 0.151E-06</array>
                <array dataType="xsd:double" dictRef="qex:ldos.down" size="8">0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dz2.up" size="8">0.000E+00 0.868E-10 0.694E-09 0.234E-08 0.555E-08 0.108E-07 0.187E-07 0.298E-07</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dz2.down" size="8">0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dzx.up" size="8">0.000E+00 0.733E-10 0.586E-09 0.198E-08 0.469E-08 0.916E-08 0.158E-07 0.251E-07</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dzx.down" size="8">0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dzy.up" size="8">0.000E+00 0.103E-09 0.824E-09 0.278E-08 0.659E-08 0.129E-07 0.222E-07 0.353E-07</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dzy.down" size="8">0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dx2.y2.up" size="8">0.000E+00 0.926E-10 0.741E-09 0.250E-08 0.593E-08 0.116E-07 0.200E-07 0.318E-07</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dx2.y2.down" size="8">0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dxy.up" size="8">0.000E+00 0.853E-10 0.683E-09 0.230E-08 0.546E-08 0.107E-07 0.184E-07 0.293E-07</array>
                <array dataType="xsd:double" dictRef="qex:pdos.dxy.down" size="8">0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00 0.000E+00</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="orbitalf" pattern="\s*#\s+E\s+\(eV\)\s+ldos\(E\)(\s+pdos\(E\)){7}\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitalf" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos}{E,qex:pdos.fz3}{E,qex:pdos.fz2x}{E,qex:pdos.fz2y}{E,qex:pdos.fz2.x2.y2}{E,qex:pdos.fzxy}{E,qex:pdos.fx.x2.3ys}{E,qex:pdos.fy.3x2.ys}</record>
        </template>  <template id="orbitalfspin" pattern="\s*#\s+E\s+\(eV\)\s+ldosup\(E\)\s+ldosdw\(E\)(\s+pdosup\(E\)\s+pdosdw\(E\)){7}\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitalfspin" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos.up}{E,qex:ldos.down}{E,qex:pdos.fz3.up}{E,qex:pdos.fz3.down}{E,qex:pdos.fz2x.up}{E,qex:pdos.fz2x.down}{E,qex:pdos.fz2y.up}{E,qex:pdos.fz2y.down}{E,qex:pdos.fz2.x2.y2.up}{E,qex:pdos.fz2.x2.y2.down}{E,qex:pdos.fzxy.up}{E,qex:pdos.fzxy.down}{E,qex:pdos.fx.x2.3ys.up}{E,qex:pdos.fx.x2.3ys.down}{E,qex:pdos.fy.3x2.ys.up}{E,qex:pdos.fy.3x2.ys.down}</record>
        </template>  <template id="orbitald" pattern="\s*#\s+E\s+\(eV\)\s+ldos\(E\)(\s+pdos\(E\)){5}\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitald" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos}{E,qex:pdos.dz2}{E,qex:pdos.dzx}{E,qex:pdos.dzy}{E,qex:pdos.dx2.y2}{E,qex:pdos.dxy}</record>
        </template>  <template id="orbitaldspin" pattern="\s*#\s+E\s+\(eV\)\s+ldosup\(E\)\s+ldosdw\(E\)(\s+pdosup\(E\)\s+pdosdw\(E\)){5}\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitaldspin" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos.up}{E,qex:ldos.down}{E,qex:pdos.dz2.up}{E,qex:pdos.dz2.down}{E,qex:pdos.dzx.up}{E,qex:pdos.dzx.down}{E,qex:pdos.dzy.up}{E,qex:pdos.dzy.down}{E,qex:pdos.dx2.y2.up}{E,qex:pdos.dx2.y2.down}{E,qex:pdos.dxy.up}{E,qex:pdos.dxy.down}</record>
        </template>  <template id="orbitalp" pattern="\s*#\s+E\s+\(eV\)\s+ldos\(E\)(\s+pdos\(E\)){3}\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitalp" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos}{E,qex:pdos.pz}{E,qex:pdos.px}{E,qex:pdos.py}</record>
        </template>  <template id="orbitalpspin" pattern="\s*#\s+E\s+\(eV\)\s+ldosup\(E\)\s+ldosdw\(E\)(\s+pdosup\(E\)\s+pdosdw\(E\)){3}\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitalpspin" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos.up}{E,qex:ldos.down}{E,qex:pdos.pz.up}{E,qex:pdos.pz.down}{E,qex:pdos.px.up}{E,qex:pdos.px.down}{E,qex:pdos.py.up}{E,qex:pdos.py.down}</record>
        </template>  <template id="orbitals" pattern="\s*#\s+E\s+\(eV\)\s+ldos\(E\)(\s+pdos\(E\))\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitals" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos}{E,qex:pdos.s}</record>
        </template>  <template id="orbitalsspin" pattern="\s*#\s+E\s+\(eV\)\s+ldosup\(E\)\s+ldosdw\(E\)(\s+pdosup\(E\)\s+pdosdw\(E\))\s*" endPattern="~" endOffset="1">    <record />    <record id="orbitalsspin" repeat="*" makeArray="true">{F,qex:eenergy}{E,qex:ldos.up}{E,qex:ldos.down}{E,qex:pdos.s.up}{E,qex:pdos.s.down}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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qespresso.phonon.input


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso phonon input



	id

	qespresso.phonon.input



	name

	QuantumEspresso phonon input



	xml:base

	topTemplate.xml







Input



&INPUT
flfrc  =  "ph.fc"
asr  =  "crystal"
q_in_band_form  =  .true.
/
12
0 0 0 20 !G
0.5 0.0 0.5 20 !X
0.5 0.25 0.75 20 !W
0.375 0.375 0.75 20 !K
0 0 0 20 !G
0.5 0.5 0.5 20 !L
0.625 0.25 0.625 20 !U
0.5 0.25 0.75 20 !W
0.5 0.5 0.5 20 !L
0.375 0.375 0.75 0 !K
0.625 0.25 0.625 20 !U
0.5 0.0 0.5 0 !X






Output text



<comment class="example.output" id="qespresso.phonon.input">
        <module id="qespresso.phonon.input">
          <list cmlx:templateRef="INPUT">
            <list>
               <scalar dataType="xsd:string" dictRef="cc:parameter">flfrc</scalar>
               <scalar dataType="xsd:string" dictRef="cc:value">"ph.fc"</scalar>
            </list>
            <list>
               <scalar dataType="xsd:string" dictRef="cc:parameter">asr</scalar>
               <scalar dataType="xsd:string" dictRef="cc:value">"crystal"</scalar>
            </list>
            <list>
               <scalar dataType="xsd:string" dictRef="cc:parameter">q_in_band_form</scalar>
               <scalar dataType="xsd:string" dictRef="cc:value">true</scalar>
            </list>
           </list>
           <list cmlx:templateRef="kpoints_info">
            <array dataType="xsd:double" dictRef="qex:kpointlist" size="36">0 0 0 0.5 0.0 0.5 0.5 0.25 0.75 0.375 0.375 0.75 0 0 0 0.5 0.5 0.5 0.625 0.25 0.625 0.5 0.25 0.75 0.5 0.5 0.5 0.375 0.375 0.75 0.625 0.25 0.625 0.5 0.0 0.5</array>
            <array dataType="xsd:integer" dictRef="qex:weight" size="12">20 20 20 20 20 20 20 20 20 0 20 0</array>
            <array dataType="xsd:string" dictRef="qex:path" size="12">!G !X !W !K !G !L !U !W !L !K !U !X</array>
           </list>
        </module>
</comment>






Template definition



<templateList>  <template pattern="\s*\u0026\S+.*" endPattern="\s*\u002F\s*" endPattern2="\s*\u0026\S+.*" endPattern3="~" endOffset="0" repeat="*">    <record>\s*\u0026{X,x:section}</record>    <record repeat="*">\s*!\s*</record>    <record id="section" repeat="*">{X,cc:parameter}=\s*['\.]?{X,cc:value}['\.]?\s*,?\s*</record>    <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef='section']" name="cmlx:templateRef" value="$string(preceding-sibling::cml:list/cml:scalar[@dictRef='x:section']/text())" />
        </template>  <template pattern="\s*(?i)K_POINTS.*(gamma|tpiba|crystal).*" endPattern="\s*" endPattern2="~">    <record id="KPOINTS">\s*K_POINTS\s*{A,qex:meshScheme}.*</record>    <record />    <templateList>      <template pattern="\s*(\S+\s+){3}(\d+)\s*" endPattern="\s*" endPattern2="~">        <record id="kpoints_info" repeat="*" makeArray="true">{3F,qex:kpointlist}{I,qex:weight}</record>        <transform process="pullup" xpath=".//cml:array" repeat="2" />
                </template>      <template pattern="\s*(\S+\s+){3}(\d+)\s+\S+.*" endPattern="\s*" endPattern2="~">        <record id="kpoints_info" repeat="*" makeArray="true">{3F,qex:kpointlist}{I,qex:weight}{A,qex:path}</record>        <transform process="pullup" xpath=".//cml:array" repeat="2" />
                </template>
            </templateList>    <transform process="moveRelative" xpath=".//cml:array" to="preceding::cml:scalar[@dictRef='qex:meshScheme']/parent::cml:list" />
        </template>  <template pattern="\s*(?i)K_POINTS\s*automatic.*" endPattern=".*" endPattern2="~" endOffset="1">    <record id="KPOINTS">\s*K_POINTS{X,qex:meshScheme}</record>    <record id="kpoints_info">{3I,qex:subdivisionN}{3F,qex:shiftS}.*</record>    <transform process="moveRelative" xpath=".//cml:array" to="preceding::cml:scalar[@dictRef='qex:meshScheme']/parent::cml:list" />    <transform process="addAttribute" xpath="./cml:list[child::cml:list]" name="cmlx:templateRef" value="KPOINTS" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>  <template pattern="\s*\d+\s*$\s*(\S+\s+){3}(\d+)\s+\S+.*" endPattern="\s*" endPattern2="~">    <record />    <record id="kpoints_info" repeat="*" makeArray="true">{3F,qex:kpointlist}{I,qex:weight}{A,qex:path}</record>
        </template>  <transform process="delete" xpath=".//cml:list[@cmlx:templateRef='missingID']" />  <transform process="pullup" xpath="./cml:module/cml:list" />  <transform process="delete" xpath="./cml:module" />  <transform process="delete" xpath=".//cml:list[count(*)= 0]" />  <transform process="delete" xpath="//cml:list/text()" />  <transform process="delete" xpath="//cml:list/text()" />  <transform process="delete" xpath="//cml:module/text()" />
    </templateList>
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qespresso.phonon


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	QuantumEspresso phonon output



	id

	qespresso.phonon



	name

	QuantumEspresso phonon output



	xml:base

	topTemplate.xml







Input



&plot nbnd=   6, nks= 202 /
           0.000000  0.000000  0.000000
  -0.0000   -0.0000    0.0000  511.8725  511.8725  512.1798
           0.025000  0.000000  0.025000
  13.5205   14.7719   26.4495  511.4004  511.5129  511.9193
           0.050000  0.000000  0.050000
  26.9505   29.5968   52.6713  509.9478  510.1782  511.4153
           0.075000  0.000000  0.075000
  40.1998   44.5049   78.4401  507.5302  507.9338  510.5510
           0.100000  0.000000  0.100000
  53.1822   59.4816  103.5372  504.2573  504.7890  509.1783
           0.125000  0.000000  0.125000
  65.8202   74.4529  127.7534  500.2712  500.7361  507.1747
           0.150000  0.000000  0.150000
  78.0464   89.2831  150.8955  495.7387  495.7864  504.4527
           0.175000  0.000000  0.175000
  89.8017  103.7863  172.7921  489.9298  490.8924  500.9843
           0.200000  0.000000  0.200000
 101.0300  117.7494  193.3028  483.2289  485.9275  496.8179
           0.225000  0.000000  0.225000
 111.6745  130.9627  212.3267  475.7292  481.0757  492.0785






Input



# Frequency[cm^-1] DOS PDOS
-1.2837868828E-05  0.0000000000E+00  0.0000E+00  0.0000E+00
 9.9998716213E-01  1.3049302005E-07  6.5247E-08  6.5247E-08
 1.9999871621E+00  5.2197461596E-07  2.6099E-07  2.6099E-07
 2.9999871621E+00  1.1744447878E-06  5.8722E-07  5.8722E-07
 3.9999871621E+00  2.0879035354E-06  1.0440E-06  1.0440E-06
 4.9999871621E+00  3.2623508590E-06  1.6312E-06  1.6312E-06
 5.9999871621E+00  4.6977867584E-06  2.3489E-06  2.3489E-06
 6.9999871621E+00  6.3942112337E-06  3.1971E-06  3.1971E-06
 7.9999871621E+00  8.3516242848E-06  4.1758E-06  4.1758E-06
 8.9999871621E+00  1.0570025912E-05  5.2850E-06  5.2850E-06
 9.9999871621E+00  1.3049416115E-05  6.5247E-06  6.5247E-06
 1.0999987162E+01  1.5789794894E-05  7.8949E-06  7.8949E-06
 1.1999987162E+01  1.8791162248E-05  9.3956E-06  9.3956E-06
 1.2999987162E+01  2.2053518179E-05  1.1027E-05  1.1027E-05
 1.3999987162E+01  2.5576862685E-05  1.2788E-05  1.2788E-05
 1.4999987162E+01  2.9361195768E-05  1.4681E-05  1.4681E-05






Output text



<comment class="example.output" id="qespresso.phonon">
        <module id="qespresso.phonon">
           <scalar dataType="xsd:integer" dictRef="qex:nbnd">6</scalar>
           <scalar dataType="xsd:integer" dictRef="qex:nks">202</scalar>
           <matrix cols="3" dataType="xsd:double" dictRef="cc:coord" rows="10">0.000000 0.000000 0.000000 0.025000 0.000000 0.025000 0.050000 0.000000 0.050000 0.075000 0.000000 0.075000 0.100000 0.000000 0.100000 0.125000 0.000000 0.125000 0.150000 0.000000 0.150000 0.175000 0.000000 0.175000 0.200000 0.000000 0.200000 0.225000 0.000000 0.225000</matrix>
           <matrix cols="6" dataType="xsd:double" dictRef="qex:flevel" rows="10">-0.0000 -0.0000 0.0000 511.8725 511.8725 512.1798 13.5205 14.7719 26.4495 511.4004 511.5129 511.9193 26.9505 29.5968 52.6713 509.9478 510.1782 511.4153 40.1998 44.5049 78.4401 507.5302 507.9338 510.5510 53.1822 59.4816 103.5372 504.2573 504.7890 509.1783 65.8202 74.4529 127.7534 500.2712 500.7361 507.1747 78.0464 89.2831 150.8955 495.7387 495.7864 504.4527 89.8017 103.7863 172.7921 489.9298 490.8924 500.9843 101.0300 117.7494 193.3028 483.2289 485.9275 496.8179 111.6745 130.9627 212.3267 475.7292 481.0757 492.0785</matrix>
        </module>
    </comment>






Output text



<comment class="example.output" id="qespresso.phonon2">
        <module id="qespresso.phonon">
            <array dataType="xsd:double" dictRef="cc:frequency" size="16">-1.2837868828E-05 9.9998716213E-01 1.9999871621E+00 2.9999871621E+00 3.9999871621E+00 4.9999871621E+00 5.9999871621E+00 6.9999871621E+00 7.9999871621E+00 8.9999871621E+00 9.9999871621E+00 1.0999987162E+01 1.1999987162E+01 1.2999987162E+01 1.3999987162E+01 1.4999987162E+01</array>
            <array dataType="xsd:double" dictRef="qex:dos" size="16">0.0000000000E+00 1.3049302005E-07 5.2197461596E-07 1.1744447878E-06 2.0879035354E-06 3.2623508590E-06 4.6977867584E-06 6.3942112337E-06 8.3516242848E-06 1.0570025912E-05 1.3049416115E-05 1.5789794894E-05 1.8791162248E-05 2.2053518179E-05 2.5576862685E-05 2.9361195768E-05</array>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*.plot\snbnd.*" endPattern="~" endOffset="1">    <record>.*nbnd\s*={I, qex:nbnd},\s*nks\s*={I, qex:nks}.*</record>    <templateList>      <template pattern="\s{9,}\S+.*" endPattern="\s{9,}\S+.*" endPattern2="~" repeat="*">        <record id="kpoint">{3F,cc:coord}</record>        <record repeat="*" makeArray="true" id="energy">{1_10F,qex:flevel}</record>        <transform process="move" xpath=".//cml:array[@dictRef='qex:benergy']" to=".//cml:list[@cmlx:templateRef='kpoint']" />
                </template>
            </templateList>    <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='cc:coord']" dictRef="cc:coord" />    <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='qex:flevel']" dictRef="qex:flevel" />    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />    <transform process="pullup" xpath=".//cml:matrix" repeat="3" />
        </template>  <template pattern=".*Frequency.*DOS.*PDOS.*" endPattern="~" endOffset="1">    <record />    <record repeat="*" makeArray="true">{E,cc:frequency}{E,qex:dos}.*</record>    <transform process="pullup" xpath=".//cml:array" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Turbomole


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	program

	module
	title

	ricc2

	atomcoord

	population.analysis
	populations

	spin.density





	basisset

	symmetry

	ground.state

	orbitals

	excitation

	totalroots

	cosmo

	electrostatic.moments

	orbitalenergies
	restricted.orbitals
	orbital.line





	orbital.line

	unrestricted.orbitals





	molecular.orbitals.statistics

	s2

	convergence.info

	nuclear.repulsion

	energy

	energy

	zero.point.energy

	zero.point.energy

	fit.pointcharges

	thermochemistry





	program.end

	electrostatic.moments

	turbomole.basis

	turbomole.control
	atoms

	methods

	vibrations
	normal

	spectrum





	dispersion

	soes

	parameters

	orbitals.control
	restrictedorbitals

	unrestrictedorbitals









	turbomole.coord
	coord

	restrictions





	turbomole.energy
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program


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	repeat

	*



	id

	program



	name

	Program version and runtime



	pattern

	\s*\w*\s*\(.*\)\s*\:\s*TURBOMOLE.*



	endPattern

	\s*Copyright.*



	endOffset

	4



	xml:base

	program.version.xml







Input



statpt(maginet-iv108) : TURBOMOLE V6.3 7 Feb 2011 at 15:58:30
Copyright (C) 2011 TURBOMOLE GmbH, Karlsruhe


2011-12-15 08:13:20.786






Input



relax(maginet-ii146) : TURBOMOLE V5-8-0 24 Nov 2005 at 22:47:17
Copyright (C) 2005 University of Karlsruhe


2010-12-23 03:10:52.701






Input



grad (p1052) : TURBOMOLE rev. V7.4.1 (b987a8a8) compiled 15 Oct 2019 at 12:10:21
Copyright (C) 2019 TURBOMOLE GmbH, Karlsruhe


2020-05-19 20:44:46.639






Output text



<comment class="example.output" id="program2">
 ridft (maginet165) : TURBOMOLE V6.6( 19134 ) 3 Jun 2014 at 14:53:30
 Copyright (C) 2014 TURBOMOLE GmbH, Karlsruhe


 2015-02-13 10:10:20.395
  </comment>






Output text



<comment class="example.output" id="program">
      <module cmlx:templateRef="program">
            <list cmlx:templateRef="prog">
               <scalar dataType="xsd:string" dictRef="t:module">statpt</scalar>
               <scalar dataType="xsd:string" dictRef="cc:hostname">maginet-iv108</scalar>
               <scalar dataType="xsd:string" dictRef="cc:program">TURBOMOLE</scalar>
               <scalar dataType="xsd:string" dictRef="cc:programDate">7 Feb 2011 at 15:58:30</scalar>
               <scalar dataType="xsd:string" dictRef="cc:programVersion" id="programVersion">6.3</scalar>
            </list>
            <scalar dataType="xsd:date" dictRef="cc:date">2011-12-15T08:13:20.786+01:00</scalar>
      </module>
  </comment>






Output text



<comment class="example.output" id="program2">
      <module cmlx:templateRef="program">
          <list cmlx:templateRef="prog">
             <scalar dataType="xsd:string" dictRef="t:module">ridft</scalar>
             <scalar dataType="xsd:string" dictRef="cc:hostname">maginet165</scalar>
             <scalar dataType="xsd:string" dictRef="cc:program">TURBOMOLE</scalar>
             <scalar dataType="xsd:string" dictRef="cc:programDate">3 Jun 2014 at 14:53:30</scalar>
             <scalar dataType="xsd:string" dictRef="cc:programVersion" id="programVersion">6.6</scalar>
          </list>
          <scalar dataType="xsd:date" dictRef="cc:date">2015-02-13T10:10:20.395+01:00</scalar>
      </module>
  </comment>






Output text



<comment class="example.output" id="program3">
    <module cmlx:templateRef="program">
       <list cmlx:templateRef="prog">
          <scalar dataType="xsd:string" dictRef="t:module">relax</scalar>
          <scalar dataType="xsd:string" dictRef="cc:hostname">maginet-ii146</scalar>
          <scalar dataType="xsd:string" dictRef="cc:program">TURBOMOLE</scalar>
          <scalar dataType="xsd:string" dictRef="cc:programVersion">5-8-0</scalar>
          <scalar dataType="xsd:string" dictRef="cc:programDate">24 Nov 2005 at 22:47:17</scalar>
       </list>
       <scalar dataType="xsd:date" dictRef="cc:date">2010-12-23T03:10:52.701+01:00</scalar>
     </module>
  </comment>






Output text



<comment class="example.output" id="program4">
    <module cmlx:templateRef="program">
        <list cmlx:templateRef="prog">
           <scalar dataType="xsd:string" dictRef="t:module">grad</scalar>
           <scalar dataType="xsd:string" dictRef="cc:hostname">p1052</scalar>
           <scalar dataType="xsd:string" dictRef="cc:program">TURBOMOLE</scalar>
           <scalar dataType="xsd:string" dictRef="cc:programDate">15 Oct 2019 at 12:10:21</scalar>
           <scalar dataType="xsd:string" dictRef="cc:programVersion" id="programVersion">7.4.1</scalar>
        </list>
        <scalar dataType="xsd:date" dictRef="cc:date">2020-05-19T20:44:46.639+02:00</scalar>
    </module>
  </comment>






Template definition



<templateList>  <template name="previous60" pattern="\s*\w*\s*\(.*\)\s*\:\s*TURBOMOLE\s+V\d+-\d+.*" endPattern="~">    <record id="prog">\s*{A,t:module}\({X,cc:hostname}\)\s*:\s*{A,cc:program}\s*V{A,cc:programVersion}\s+{X,cc:programDate}</record>    <record repeat="3" />    <record id="runtime">{X,cc:date}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:date']" format="yyyy-MM-dd HH:mm:ss.SSS" />
    </template>  <template name="previous74" pattern="\s*\w*\s*\(.*\)\s*\:\s*TURBOMOLE\s*(?:rev\.)?\s*V\d+\.\d+[\(|\s)].*" endPattern="~">    <record id="prog">\s*{A,t:module}\({X,cc:hostname}\)\s*:\s*{A,cc:program}\s*(?:rev\.)?\s*V{I,x:programVersionMajor}\.{I,x:programVersionMinor}((\(\s*\S+\s*\))|\s)?(?:\s*compiled\s*)?{X,cc:programDate}</record>    <record repeat="3" />    <record id="runtime">{X,cc:date}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:date']" format="yyyy-MM-dd HH:mm:ss.SSS" />    <transform process="addChild" xpath="." elementName="cml:scalar" id="programVersion" value="$string(concat(.//cml:scalar[@dictRef='x:programVersionMajor']/text(),'.',.//cml:scalar[@dictRef='x:programVersionMinor']/text()))" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:programVersionMajor']" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:programVersionMinor']" />    <transform process="moveRelative" xpath=".//cml:scalar[@id='programVersion']" to="./ancestor::*/cml:list[@cmlx:templateRef='prog']" />    <transform process="addAttribute" xpath=".//cml:scalar[@id='programVersion']" name="dataType" value="xsd:string" />    <transform process="addDictRef" xpath=".//cml:scalar[@id='programVersion']" value="cc:programVersion" />

    </template>  <template name="after74" pattern="\s*\w*\s*\(.*\)\s*\:\s*TURBOMOLE\s*(?:rev\.)?\s*V\d+\.\d+\.\d+[\(|\s)].*" endPattern="~">    <record id="prog">\s*{A,t:module}\({X,cc:hostname}\)\s*:\s*{A,cc:program}\s*(?:rev\.)?\s*V{I,x:programVersionMajor}\.{I,x:programVersionMinor}\.{I,x:programVersionBug}(?:(\(\s*\S+\s*\))|\s)(?:\s*compiled)?{X,cc:programDate}</record>    <record repeat="3" />    <record id="runtime">{X,cc:date}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:date']" format="yyyy-MM-dd HH:mm:ss.SSS" />    <transform process="addChild" xpath="." elementName="cml:scalar" id="programVersion" value="$string(concat(.//cml:scalar[@dictRef='x:programVersionMajor']/text(),'.',.//cml:scalar[@dictRef='x:programVersionMinor']/text(),'.',.//cml:scalar[@dictRef='x:programVersionBug']/text()))" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:programVersionMajor']" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:programVersionMinor']" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:programVersionBug']" />    <transform process="moveRelative" xpath=".//cml:scalar[@id='programVersion']" to="./ancestor::*/cml:list[@cmlx:templateRef='prog']" />    <transform process="addAttribute" xpath=".//cml:scalar[@id='programVersion']" name="dataType" value="xsd:string" />    <transform process="addDictRef" xpath=".//cml:scalar[@id='programVersion']" value="cc:programVersion" />
    </template>
  </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='prog']" />
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:date']" />
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module



	title

	ricc2

	atomcoord

	population.analysis
	populations

	spin.density





	basisset

	symmetry

	ground.state

	orbitals

	excitation

	totalroots

	cosmo

	electrostatic.moments

	orbitalenergies
	restricted.orbitals
	orbital.line





	orbital.line

	unrestricted.orbitals





	molecular.orbitals.statistics

	s2

	convergence.info

	nuclear.repulsion

	energy

	energy

	zero.point.energy

	zero.point.energy

	fit.pointcharges

	thermochemistry








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	module



	name

	Generic module capturing template



	pattern

	\s{20,}(this\sis\s*)?\w\s\w\s\w\s.*



	endPattern

	\s*\*\*\*\*\s*\w*\s:\sall\sdone\s*\*\*\*\*.*



	endOffset

	1



	repeat

	*



	xml:base

	module.xml







Comment



                                  R I C C 2 - PROGRAM

                          the quantum chemistry groups
                             at the universities in
                           Karlsruhe, Bochum > Mainz
                                   Germany

...
   ****  ricc2 : all done  ****






Comment



                               this is S T A T P T


                     hessian and coordinate update for
                          stationary point search

                     by barbara unterreiner, marek sierka,
                           and reinhart ahlrichs

                          quantum chemistry group
                          universitaet  karlsruhe
                                  germany

...
   ****  statpt : all done  ****






Comment



                               r d g r a d

                        gradient for ridft program

                      by K.Eichkorn, O.Treutler, H.Oehm,
                           M.Haeser and R.Ahlrichs
                (Chemical Physics Letters 242 (1995) 652-660)
                  parallel version: M.v.Arnim  &  R.Ahlrichs
                          quantum chemistry group
                           university  karlsruhe
                                 germany

  ...
****  rdgrad : all done  ****






Template definition



<templateList>  <xi:include href="title.xml" />  <xi:include href="ricc2/ricc2.xml" />  <xi:include href="atomcoord.xml" />  <xi:include href="population/population.analysis.xml" />  <xi:include href="basisset.xml" />  <xi:include href="symmetry.xml" />  <xi:include href="ground.state.xml" />  <xi:include href="orbitals.xml" />  <xi:include href="tddft/excitation.xml" />  <xi:include href="tddft/totalroots.xml" />  <xi:include href="cosmo.xml" />  <xi:include href="electrostatic.moments.xml" />  <xi:include href="molecularorbitals/molecular.orbitals.xml" />  <xi:include href="molecularorbitals/molecular.orbital.statistic.xml" />  <xi:include href="s2.xml" />  <xi:include href="minimumts/convergence.info.xml" />  <xi:include href="nuclear.repulsion.xml" />  <xi:include href="energy.xml" />  <xi:include href="energy2.xml" />  <xi:include href="zero.point.energy.xml" />  <xi:include href="zero.point.energy2.xml" />  <xi:include href="fit/fit.pointcharges.xml" />  <xi:include href="thermochemistry.xml" />
        </templateList>








          

      

      

    

  

  
    

    title
    

    

   


  

    
      
          
            
  
title


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	title



	name

	Calculation title



	pattern

	\s+\*{20,}.*$(?!\s+\*).*$\s+\*{20,}.*



	endPattern

	\s+\*{20,}.*



	repeat

	*



	xml:base

	title.xml







Input



*************************************************************************
Fe(bipy)3 MLCT
*************************************************************************






Output text



<comment class="example.output" id="title">
        <module cmlx:lineCount="3" cmlx:templateRef="title">
            <scalar dataType="xsd:string" dictRef="cc:title">Fe(bipy)3 MLCT</scalar>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record>{X,cc:title}</record>
<record repeat="1" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    ricc2
    

    

   


  

    
      
          
            
  
ricc2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	ricc2



	name

	ricc2 parameters



	pattern

	\s*={20,}$\s*$\s*$\s*restricted\sclosed\sshell\scalculation.*



	endPattern

	\s*={20,}



	endOffset

	1



	repeat

	*



	xml:base

	ricc2/ricc2.xml







Input



=========================================================================


  restricted closed shell calculation for the wavefunction models:
            MP2        - Second Order Moeller Plesset PT
            CCSD       - Full CC Singles and Doubles
            CCSD(T)    - CC Singles and Doubles With Pert. Triples Corr.


  global parameters for ricc2 program:

     hard restart (reuse of interm.) :  disabled
     soft restart (reuse of vectors) :  disabled
     threshold for vector function   :  0.100000E-05
     convergence threshold energy    :  0.100000E-06
     linear dependence threshold     :  0.200000E-14
     global print level              :      1
     maximum number of iterations    :    30
     maximum number DIIS vectors     :    10
     max. dim. of reduced space      :   100
     core memory limit (MB)          :  2000
     disk space limit (MB)           :   none


  MP2 energy only: Energy will be calculated directly from T2 amplitudes!


  CCSD(T) energy only: Energy will be calculated directly from T3 amplitudes!


=========================================================================






Output text



<comment class="example.output" id="title">
        <module cmlx:templateRef="ricc2">
            <array dataType="xsd:string" dictRef="cc:method" size="3">MP2 CCSD CCSD(T)</array>
         </module>
    </comment>






Template definition



<record repeat="4" />
<record repeat="*" makeArray="false">{A,cc:method}-.*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    atomcoord
    

    

   


  

    
      
          
            
  
atomcoord


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	repeat

	*



	id

	atomcoord



	name

	Atomic coordinate, charge and isotop information



	pattern

	\s*\+\-+\+\s*$\s*\|\sAtomic coordinate, charge and isotop
information\s\|\s*$\s*\+\-+\+\s*.*$\s*



	endPattern

	\s*center\sof\snuclear\scharge.*



	endOffset

	1



	xml:base

	atomcoord.xml







Input



          +--------------------------------------------------+
          | Atomic coordinate, charge and isotop information |
          +--------------------------------------------------+


          atomic coordinates              atom shells charge pseudo isotop
 0.00783626    0.00005587   -0.14130773    n      7    7.000    0     0
 2.70822787    2.70686248   -0.21748978    sc    15   21.000    0     0
 1.04906177   -3.67570357   -0.06247923    sc    15   21.000    0     0
-3.69812652    0.97687983   -0.15811704    sc    15   21.000    0     0
-4.32169744   -4.97395025   -4.12476803    c      7    6.000    0     0
-2.03854015   -4.99235967   -5.60986553    c      7    6.000    0     0
-1.94573473   -2.68088110   -7.04449314    c      7    6.000    0     0
-4.16352418   -1.24380528   -6.45186689    c      7    6.000    0     0
-5.63978287   -2.65384028   -4.64807236    c      7    6.000    0     0
-7.10154380   -1.42802936   -2.73405978    c      7    6.000    0     0
-7.26393056   -2.63622666   -0.32420300    c      7    6.000    0     0
-5.94610521   -4.94964950    0.19813003    c      7    6.000    0     0
-4.39333236   -6.08095417   -1.68502336    c      7    6.000    0     0
-2.13479494   -7.32641516   -0.81742441    c      7    6.000    0     0
 0.13112892   -7.47940581   -2.30472823    c      7    6.000    0     0
 0.21937163   -6.13015070   -4.68713150    c      7    6.000    0     0
 2.56075737   -4.97919278   -5.35330149    c      7    6.000    0     0
 2.66696571   -2.68725575   -6.78968876    c      7    6.000    0     0
 0.39522556   -1.44886610   -7.57372926    c      7    6.000    0     0
 0.40821253    1.24551885   -7.67603204    c      7    6.000    0     0
-1.81344383    2.68257415   -7.06270204    c      7    6.000    0     0
-4.08771056    1.43989993   -6.35905933    c      7    6.000    0     0
-5.64383747    2.64894299   -4.47962405    c      7    6.000    0     0
-7.27838951    1.29799191   -2.76435689    c      7    6.000    0     0
-7.52176644    2.79214670   -0.43837130    c      7    6.000    0     0
-7.49492669    1.52167501    2.01462690    c      7    6.000    0     0
-7.41842688   -1.19395406    2.00155451    c      7    6.000    0     0
-6.15143656   -2.64516823    3.94271427    c      7    6.000    0     0
-5.26525934   -4.95190956    2.83002118    c      7    6.000    0     0
-2.97664829   -6.08927609    3.68137768    c      7    6.000    0     0
-1.44707676   -7.35406114    1.80941346    c      7    6.000    0     0
 1.26467695   -7.56224823    1.98644747    c      7    6.000    0     0
 2.29015552   -7.68438215   -0.59255010    c      7    6.000    0     0
 4.56247098   -6.26241852   -1.20937045    c      7    6.000    0     0
 4.66499577   -5.00078185   -3.60569803    c      7    6.000    0     0
 6.06211699   -2.69353288   -3.98432827    c      7    6.000    0     0
 4.82287758   -1.27280864   -5.94105106    c      7    6.000    0     0
 4.74770803    1.41739769   -5.88012718    c      7    6.000    0     0
 2.56986315    2.65551757   -6.83796893    c      7    6.000    0     0
 1.69052419    4.97770157   -5.70969303    c      7    6.000    0     0
-1.02540903    4.98873319   -5.85050220    c      7    6.000    0     0
-2.48682291    6.12051178   -3.91027922    c      7    6.000    0     0
-4.84065343    4.93039919   -3.27573889    c      7    6.000    0     0
-5.91477922    5.00124179   -0.77666451    c      7    6.000    0     0
 4.29242220    4.96190676    4.12561670    c      7    6.000    0     0
 2.01721951    4.97230597    5.63006458    c      7    6.000    0     0
 1.93760651    2.67308065    7.06861042    c      7    6.000    0     0
 4.15962429    1.23022423    6.48650423    c      7    6.000    0     0
 5.60576479    2.62366881    4.66844700    c      7    6.000    0     0
 7.06482187    1.40790286    2.77113366    c      7    6.000    0     0
 7.29768288    2.69868603    0.37141200    c      7    6.000    0     0
 6.17474606    5.15427149   -0.15752410    c      7    6.000    0     0
 4.50756815    6.25096736    1.74934256    c      7    6.000    0     0
 2.20949456    7.40133430    0.86921373    c      7    6.000    0     0
-0.09098797    7.39253403    2.33855245    c      7    6.000    0     0
-0.23470596    6.12281285    4.71441331    c      7    6.000    0     0
-2.59115553    5.00890637    5.41328109    c      7    6.000    0     0
-2.67896314    2.68444250    6.81863136    c      7    6.000    0     0
-0.40955882    1.44689696    7.60472952    c      7    6.000    0     0
 1.80409305   -2.68809133    7.09663384    c      7    6.000    0     0
 4.09804739   -1.46689843    6.40295198    c      7    6.000    0     0
 5.66883341   -2.69046837    4.58235132    c      7    6.000    0     0
 7.14844087   -1.28547587    2.78980582    c      7    6.000    0     0
 7.25300004   -2.70452414    0.47472749    c      7    6.000    0     0
 7.27822407   -1.48890765   -1.91783204    c      7    6.000    0     0
 7.29724074    1.22575094   -1.91095589    c      7    6.000    0     0
 6.08015868    2.65846532   -3.85406309    c      7    6.000    0     0
 5.36702160    5.07741168   -2.81840065    c      7    6.000    0     0
 2.98831813    6.14564835   -3.64938938    c      7    6.000    0     0
 1.48860064    7.39486984   -1.78055883    c      7    6.000    0     0
-1.21907174    7.41409962   -1.92137065    c      7    6.000    0     0
-2.18836818    7.41757235    0.61812127    c      7    6.000    0     0
-4.48300482    6.14614658    1.24576191    c      7    6.000    0     0
-4.66174699    5.00574728    3.67117440    c      7    6.000    0     0
-6.07311840    2.68405960    4.01123906    c      7    6.000    0     0
-4.82236915    1.26209301    5.97631540    c      7    6.000    0     0
-4.77323702   -1.43206109    5.91987268    c      7    6.000    0     0
-2.58860640   -2.67232259    6.88952988    c      7    6.000    0     0
-1.70570245   -4.98120195    5.76488552    c      7    6.000    0     0
 1.01741866   -5.00181406    5.90246289    c      7    6.000    0     0
 2.51231412   -6.16356675    3.98540450    c      7    6.000    0     0
 4.85939953   -4.97984086    3.37586440    c      7    6.000    0     0
 5.84155625   -5.00730695    0.82534781    c      7    6.000    0     0
-0.42107636   -1.24820715    7.69035721    c      7    6.000    0     0


 center of nuclear mass  :    0.00000000    0.00000000    0.00000000

 center of nuclear charge:   -0.00015670   -0.00002130    0.00115983






Input



       +--------------------------------------------------+
       | Atomic coordinate, charge and isotop information |
       +--------------------------------------------------+

             atomic coordinates            atom    charge  isotop
  -1.79267786    1.79292956    0.21711881    c      6.000     0
  -4.64203010    1.72468295    0.02453055    c      6.000     0
  -0.72232011   -0.24797201   -0.93360778    o      8.000     0
  -0.54455624    3.43404491    1.23097559    o      8.000     0
  -5.21620927    1.96641451   -1.97654605    h      1.000     0
  -5.37835338   -0.13077601    0.65353692    h      1.000     0
  -5.45824156    3.26101743    1.17396391    h      1.000     0
   1.10943076   -0.01816375   -0.73154500    h      1.000     0

center of nuclear mass  :   -1.87534367    1.63763387    0.11277683
center of nuclear charge:   -1.99020725    1.61477345    0.09213276






Output text



<comment class="example.output" id="geometry.cycle">
      <module cmlx:lineCount="95" cmlx:templateRef="atomcoord">
          <molecule id="atomcoord">
           <atomArray>
            <atom id="a1" x3="0.00783626" y3="5.587E-5" z3="-0.14130773" elementType="N" />
            <atom id="a2" x3="2.70822787" y3="2.70686248" z3="-0.21748978" elementType="Sc" />
            <atom id="a3" x3="1.04906177" y3="-3.67570357" z3="-0.06247923" elementType="Sc" />
            <atom id="a4" x3="-3.69812652" y3="0.97687983" z3="-0.15811704" elementType="Sc" />
            <atom id="a5" x3="-4.32169744" y3="-4.97395025" z3="-4.12476803" elementType="C" />
            <atom id="a6" x3="-2.03854015" y3="-4.99235967" z3="-5.60986553" elementType="C" />
            <atom id="a7" x3="-1.94573473" y3="-2.6808811" z3="-7.04449314" elementType="C" />
            <atom id="a8" x3="-4.16352418" y3="-1.24380528" z3="-6.45186689" elementType="C" />
            <atom id="a9" x3="-5.63978287" y3="-2.65384028" z3="-4.64807236" elementType="C" />
            <atom id="a10" x3="-7.1015438" y3="-1.42802936" z3="-2.73405978" elementType="C" />
            <atom id="a11" x3="-7.26393056" y3="-2.63622666" z3="-0.324203" elementType="C" />
            <atom id="a12" x3="-5.94610521" y3="-4.9496495" z3="0.19813003" elementType="C" />
            <atom id="a13" x3="-4.39333236" y3="-6.08095417" z3="-1.68502336" elementType="C" />
            <atom id="a14" x3="-2.13479494" y3="-7.32641516" z3="-0.81742441" elementType="C" />
            <atom id="a15" x3="0.13112892" y3="-7.47940581" z3="-2.30472823" elementType="C" />
            <atom id="a16" x3="0.21937163" y3="-6.1301507" z3="-4.6871315" elementType="C" />
            <atom id="a17" x3="2.56075737" y3="-4.97919278" z3="-5.35330149" elementType="C" />
            <atom id="a18" x3="2.66696571" y3="-2.68725575" z3="-6.78968876" elementType="C" />
            <atom id="a19" x3="0.39522556" y3="-1.4488661" z3="-7.57372926" elementType="C" />
            <atom id="a20" x3="0.40821253" y3="1.24551885" z3="-7.67603204" elementType="C" />
            <atom id="a21" x3="-1.81344383" y3="2.68257415" z3="-7.06270204" elementType="C" />
            <atom id="a22" x3="-4.08771056" y3="1.43989993" z3="-6.35905933" elementType="C" />
            <atom id="a23" x3="-5.64383747" y3="2.64894299" z3="-4.47962405" elementType="C" />
            <atom id="a24" x3="-7.27838951" y3="1.29799191" z3="-2.76435689" elementType="C" />
            <atom id="a25" x3="-7.52176644" y3="2.7921467" z3="-0.4383713" elementType="C" />
            <atom id="a26" x3="-7.49492669" y3="1.52167501" z3="2.0146269" elementType="C" />
            <atom id="a27" x3="-7.41842688" y3="-1.19395406" z3="2.00155451" elementType="C" />
            <atom id="a28" x3="-6.15143656" y3="-2.64516823" z3="3.94271427" elementType="C" />
            <atom id="a29" x3="-5.26525934" y3="-4.95190956" z3="2.83002118" elementType="C" />
            <atom id="a30" x3="-2.97664829" y3="-6.08927609" z3="3.68137768" elementType="C" />
            <atom id="a31" x3="-1.44707676" y3="-7.35406114" z3="1.80941346" elementType="C" />
            <atom id="a32" x3="1.26467695" y3="-7.56224823" z3="1.98644747" elementType="C" />
            <atom id="a33" x3="2.29015552" y3="-7.68438215" z3="-0.5925501" elementType="C" />
            <atom id="a34" x3="4.56247098" y3="-6.26241852" z3="-1.20937045" elementType="C" />
            <atom id="a35" x3="4.66499577" y3="-5.00078185" z3="-3.60569803" elementType="C" />
            <atom id="a36" x3="6.06211699" y3="-2.69353288" z3="-3.98432827" elementType="C" />
            <atom id="a37" x3="4.82287758" y3="-1.27280864" z3="-5.94105106" elementType="C" />
            <atom id="a38" x3="4.74770803" y3="1.41739769" z3="-5.88012718" elementType="C" />
            <atom id="a39" x3="2.56986315" y3="2.65551757" z3="-6.83796893" elementType="C" />
            <atom id="a40" x3="1.69052419" y3="4.97770157" z3="-5.70969303" elementType="C" />
            <atom id="a41" x3="-1.02540903" y3="4.98873319" z3="-5.8505022" elementType="C" />
            <atom id="a42" x3="-2.48682291" y3="6.12051178" z3="-3.91027922" elementType="C" />
            <atom id="a43" x3="-4.84065343" y3="4.93039919" z3="-3.27573889" elementType="C" />
            <atom id="a44" x3="-5.91477922" y3="5.00124179" z3="-0.77666451" elementType="C" />
            <atom id="a45" x3="4.2924222" y3="4.96190676" z3="4.1256167" elementType="C" />
            <atom id="a46" x3="2.01721951" y3="4.97230597" z3="5.63006458" elementType="C" />
            <atom id="a47" x3="1.93760651" y3="2.67308065" z3="7.06861042" elementType="C" />
            <atom id="a48" x3="4.15962429" y3="1.23022423" z3="6.48650423" elementType="C" />
            <atom id="a49" x3="5.60576479" y3="2.62366881" z3="4.668447" elementType="C" />
            <atom id="a50" x3="7.06482187" y3="1.40790286" z3="2.77113366" elementType="C" />
            <atom id="a51" x3="7.29768288" y3="2.69868603" z3="0.371412" elementType="C" />
            <atom id="a52" x3="6.17474606" y3="5.15427149" z3="-0.1575241" elementType="C" />
            <atom id="a53" x3="4.50756815" y3="6.25096736" z3="1.74934256" elementType="C" />
            <atom id="a54" x3="2.20949456" y3="7.4013343" z3="0.86921373" elementType="C" />
            <atom id="a55" x3="-0.09098797" y3="7.39253403" z3="2.33855245" elementType="C" />
            <atom id="a56" x3="-0.23470596" y3="6.12281285" z3="4.71441331" elementType="C" />
            <atom id="a57" x3="-2.59115553" y3="5.00890637" z3="5.41328109" elementType="C" />
            <atom id="a58" x3="-2.67896314" y3="2.6844425" z3="6.81863136" elementType="C" />
            <atom id="a59" x3="-0.40955882" y3="1.44689696" z3="7.60472952" elementType="C" />
            <atom id="a60" x3="1.80409305" y3="-2.68809133" z3="7.09663384" elementType="C" />
            <atom id="a61" x3="4.09804739" y3="-1.46689843" z3="6.40295198" elementType="C" />
            <atom id="a62" x3="5.66883341" y3="-2.69046837" z3="4.58235132" elementType="C" />
            <atom id="a63" x3="7.14844087" y3="-1.28547587" z3="2.78980582" elementType="C" />
            <atom id="a64" x3="7.25300004" y3="-2.70452414" z3="0.47472749" elementType="C" />
            <atom id="a65" x3="7.27822407" y3="-1.48890765" z3="-1.91783204" elementType="C" />
            <atom id="a66" x3="7.29724074" y3="1.22575094" z3="-1.91095589" elementType="C" />
            <atom id="a67" x3="6.08015868" y3="2.65846532" z3="-3.85406309" elementType="C" />
            <atom id="a68" x3="5.3670216" y3="5.07741168" z3="-2.81840065" elementType="C" />
            <atom id="a69" x3="2.98831813" y3="6.14564835" z3="-3.64938938" elementType="C" />
            <atom id="a70" x3="1.48860064" y3="7.39486984" z3="-1.78055883" elementType="C" />
            <atom id="a71" x3="-1.21907174" y3="7.41409962" z3="-1.92137065" elementType="C" />
            <atom id="a72" x3="-2.18836818" y3="7.41757235" z3="0.61812127" elementType="C" />
            <atom id="a73" x3="-4.48300482" y3="6.14614658" z3="1.24576191" elementType="C" />
            <atom id="a74" x3="-4.66174699" y3="5.00574728" z3="3.6711744" elementType="C" />
            <atom id="a75" x3="-6.0731184" y3="2.6840596" z3="4.01123906" elementType="C" />
            <atom id="a76" x3="-4.82236915" y3="1.26209301" z3="5.9763154" elementType="C" />
            <atom id="a77" x3="-4.77323702" y3="-1.43206109" z3="5.91987268" elementType="C" />
            <atom id="a78" x3="-2.5886064" y3="-2.67232259" z3="6.88952988" elementType="C" />
            <atom id="a79" x3="-1.70570245" y3="-4.98120195" z3="5.76488552" elementType="C" />
            <atom id="a80" x3="1.01741866" y3="-5.00181406" z3="5.90246289" elementType="C" />
            <atom id="a81" x3="2.51231412" y3="-6.16356675" z3="3.9854045" elementType="C" />
            <atom id="a82" x3="4.85939953" y3="-4.97984086" z3="3.3758644" elementType="C" />
            <atom id="a83" x3="5.84155625" y3="-5.00730695" z3="0.82534781" elementType="C" />
            <atom id="a84" x3="-0.42107636" y3="-1.24820715" z3="7.69035721" elementType="C" />
           </atomArray>
           <formula formalCharge="0" concise="C 80 N 1 Sc 3">
            <atomArray elementType="C N Sc" count="80.0 1.0 3.0" />
           </formula>
           <property dictRef="cml:molmass">
            <scalar dataType="xsd:double" units="unit:dalton">1109.73043</scalar>
           </property>
          </molecule>
          <list cmlx:templateRef="centnuclmass">
           <scalar dataType="xsd:double" dictRef="cc:x3">0.0</scalar>
           <scalar dataType="xsd:double" dictRef="cc:y3">0.0</scalar>
           <scalar dataType="xsd:double" dictRef="cc:z3">0.0</scalar>
          </list>
          <list cmlx:templateRef="centnuclcharge">
           <scalar dataType="xsd:double" dictRef="cc:x3">-1.567E-4</scalar>
           <scalar dataType="xsd:double" dictRef="cc:y3">-2.13E-5</scalar>
           <scalar dataType="xsd:double" dictRef="cc:z3">0.00115983</scalar>
         </list>
     </module>
  </comment>






Output text



<comment class="example.output" id="geometry.cycle2">
      <module cmlx:lineCount="16" cmlx:templateRef="atomcoord">
        <module cmlx:templateRef="atomcoord">
            <molecule id="atomcoord">
               <atomArray>
                  <atom elementType="C" id="a1" x3="-1.79267786" y3="1.79292956" z3="0.21711881" />
                  <atom elementType="C" id="a2" x3="-4.6420301" y3="1.72468295" z3="0.02453055" />
                  <atom elementType="O" id="a3" x3="-0.72232011" y3="-0.24797201" z3="-0.93360778" />
                  <atom elementType="O" id="a4" x3="-0.54455624" y3="3.43404491" z3="1.23097559" />
                  <atom elementType="H" id="a5" x3="-5.21620927" y3="1.96641451" z3="-1.97654605" />
                  <atom elementType="H" id="a6" x3="-5.37835338" y3="-0.13077601" z3="0.65353692" />
                  <atom elementType="H" id="a7" x3="-5.45824156" y3="3.26101743" z3="1.17396391" />
                  <atom elementType="H" id="a8" x3="1.10943076" y3="-0.01816375" z3="-0.731545" />
               </atomArray>
               <formula concise="C 2 H 4 O 2">
                  <atomArray count="2 4 2" elementType="C H O" />
               </formula>
               <property dictRef="cml:molmass">
                  <scalar units="unit:dalton">56.0202</scalar>
               </property>
            </molecule>
            <list cmlx:templateRef="centnuclmass">
               <scalar dataType="xsd:double" dictRef="cc:x3">-1.87534367</scalar>
               <scalar dataType="xsd:double" dictRef="cc:y3">1.63763387</scalar>
               <scalar dataType="xsd:double" dictRef="cc:z3">0.11277683</scalar>
            </list>
            <list cmlx:templateRef="centnuclcharge">
               <scalar dataType="xsd:double" dictRef="cc:x3">-1.99020725</scalar>
               <scalar dataType="xsd:double" dictRef="cc:y3">1.61477345</scalar>
               <scalar dataType="xsd:double" dictRef="cc:z3">0.09213276</scalar>
            </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="withshells" pattern="\s*atomic\s*coordinates\s*atom\s*shells\s*charge\s*pseudo\s*isotop.*" endPattern="~">    <record repeat="1" />    <record id="atom" makeArray="true" repeat="*">{F,cc:x3}{F,cc:y3}{F,cc:z3}{A,cc:atomLabel}{I,t:shells}{F,cc:elementType}{I,t:pseudo}{I,t:isotop}</record>    <record repeat="2" />    <record id="centnuclmass">\s*center of nuclear mass\s*:\s*{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>    <record />    <record id="centnuclcharge">\s*center of nuclear charge:\s*{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>    <transform process="operateArray" xpath=".//cml:array[@dictRef='cc:x3']" args="operator=multiply operand=0.529177" />    <transform process="operateArray" xpath=".//cml:array[@dictRef='cc:y3']" args="operator=multiply operand=0.529177" />    <transform process="operateArray" xpath=".//cml:array[@dictRef='cc:z3']" args="operator=multiply operand=0.529177" />    <transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="atomcoord" />    <transform process="pullup" xpath=".//cml:list/cml:list/cml:scalar" />    <transform process="pullup" xpath=".//cml:molecule" />    <transform process="delete" xpath=".//cml:atom/cml:scalar" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>  <template id="noshells" pattern="\s*atomic\s*coordinates\s*atom\s*charge\s*isotop.*" endPattern="~">    <record repeat="1" />    <record id="atom" makeArray="true" repeat="*">{F,cc:x3}{F,cc:y3}{F,cc:z3}{A,cc:atomLabel}{F,cc:elementType}{I,t:isotop}</record>    <record repeat="1" />    <record id="centnuclmass">\s*center of nuclear mass\s*:\s*{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>    <record id="centnuclcharge">\s*center of nuclear charge:\s*{F,cc:x3}{F,cc:y3}{F,cc:z3}</record>    <transform process="operateArray" xpath=".//cml:array[@dictRef='cc:x3']" args="operator=multiply operand=0.529177" />    <transform process="operateArray" xpath=".//cml:array[@dictRef='cc:y3']" args="operator=multiply operand=0.529177" />    <transform process="operateArray" xpath=".//cml:array[@dictRef='cc:z3']" args="operator=multiply operand=0.529177" />    <transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="atomcoord" />    <transform process="pullup" xpath=".//cml:list/cml:list/cml:scalar" />    <transform process="pullup" xpath=".//cml:molecule" />    <transform process="delete" xpath=".//cml:atom/cml:scalar" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:molecule" />
<transform process="pullup" xpath=".//cml:module/cml:list" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	population.analysis



	name

	Population analysis



	pattern

	\s*
={10,}\s*$\s*(MULLIKEN|LOEWDIN|NATURAL)\sPOPULATION\sANALYSIS\s*\(.*\).*$\s*={10,}\s*



	endPattern

	\s*$\s*={10,}\s*$\s*$\s*



	endPattern2

	\s*={10,}\s*$\s*\S+.*$\s*={10,}\s*



	endOffset

	0



	repeat

	*



	xml:base

	population/population.analysis.xml







Comment



   ==============================================================================
                  MULLIKEN POPULATION ANALYSIS (CAO-BASIS)
 ==============================================================================

         BRUTTO POPULATIONS

       values displayed are larger than   0.010000


 atomic populations from total density:

 atom      charge    n(s)      n(p)      n(d)      n(f)      n(g)
   1c     -0.05111   3.23232   2.77390   0.04488
   2c      0.05267   3.24420   2.65701   0.04612
   3c     -0.04145   3.22136   2.77473   0.04535
   4c     -0.05618   3.23473   2.77618   0.04528
   5c     -0.03783   3.22845   2.76448   0.04491
...

 moments (from total density versus population analysis)
 <charge> =             0.000000            0.000000
 <x   >   =             0.000000            0.000000
 <y   >   =             0.000000            0.000000
 <z   >   =            -0.180549           -0.359936

 Unpaired electrons from D(alpha)-D(beta)

 atom      total     n(s)      n(p)      n(d)      n(f)      n(g)
   1c      0.02700   0.00135   0.02536   0.00029
   3c      0.01605   0.00102   0.01501   0.00002
   4c      0.02714   0.00248   0.02470  -0.00004
   6c     -0.01168  -0.00306  -0.00944   0.00083
   7c      0.03551   0.00180   0.03336   0.00034
...


 ==============================================================================






Template definition



<templateList>  <template pattern="\s*(MULLIKEN|LOEWDIN|NATURAL)\sPOPULATION\sANALYSIS\s*\(.*\).*" endPattern=".*">    <record>{A,t:populationtype}\sPOPULATION\sANALYSIS.*</record>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='t:populationtype']" repeat="2" />
    </template>  <xi:include href="population/populations.xml" />  <xi:include href="population/spin.density.xml" />
  </templateList>
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />
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	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	populations



	pattern

	\s*atom\s*charge.*



	endPattern

	\s*\w.*$\s*



	endPattern2

	~



	endOffset

	1



	xml:base

	population/populations.xml







Input



atom      charge    n(s)      n(p)      n(d)      n(f)      n(g)
  1c     -0.05111   3.23232   2.77390   0.04488
  2c      0.05267   3.24420   2.65701   0.04612
  3c     -0.04145   3.22136   2.77473   0.04535
  4c     -0.05618   3.23473   2.77618   0.04528
  5c     -0.03783   3.22845   2.76448   0.04491
  6c      0.01836   3.25271   2.68472   0.04422
  7c     -0.01972   3.23112   2.74372   0.04488
  8c     -0.02691   3.22806   2.75448   0.04437
  9c      0.00406   3.24437   2.70298   0.04860
 10c     -0.01023   3.24625   2.71758   0.04640
 11c     -0.01023   3.24625   2.71758   0.04640
 12c     -0.05618   3.23473   2.77618   0.04528
 13c     -0.05111   3.23232   2.77390   0.04488
 14c      0.05267   3.24420   2.65701   0.04612
 15c     -0.04145   3.22136   2.77473   0.04535
 16c     -0.06107   3.25312   2.76244   0.04551
 17c     -0.00220   3.26197   2.69741   0.04282
 18c     -0.00220   3.26197   2.69741   0.04282
 19c      0.01836   3.25271   2.68472   0.04422
 20c     -0.03783   3.22845   2.76448   0.04491
 21c     -0.01972   3.23112   2.74372   0.04488
 22c     -0.11931   3.29464   2.77667   0.04800
 23c      0.13552   3.32267   2.48978   0.05204
 24c     -0.11931   3.29464   2.77667   0.04800
 25c     -0.11931   3.29464   2.77667   0.04800
 26c     -0.01023   3.24625   2.71758   0.04640
 27c     -0.02691   3.22806   2.75448   0.04437
 28c      0.00406   3.24437   2.70298   0.04860
 29c     -0.01023   3.24625   2.71758   0.04640
 30c     -0.05111   3.23232   2.77390   0.04488
 31c      0.05267   3.24420   2.65701   0.04612
 32c     -0.04145   3.22136   2.77473   0.04535
 33c     -0.05618   3.23473   2.77618   0.04528
 34c     -0.01023   3.24625   2.71758   0.04640
 35c      0.00406   3.24437   2.70298   0.04860
 36c     -0.01023   3.24625   2.71758   0.04640
 37c     -0.02691   3.22806   2.75448   0.04437
 38c     -0.04145   3.22136   2.77473   0.04535
 39c     -0.05111   3.23232   2.77390   0.04488
 40c      0.05267   3.24420   2.65701   0.04612
 41c     -0.05618   3.23473   2.77618   0.04528
 42c     -0.05618   3.23473   2.77618   0.04528
 43c      0.05267   3.24420   2.65701   0.04612
 44c     -0.04145   3.22136   2.77473   0.04535
 45c     -0.05111   3.23232   2.77390   0.04488
 46c     -0.05618   3.23473   2.77618   0.04528
 47c      0.05267   3.24420   2.65701   0.04612
 48c     -0.04145   3.22136   2.77473   0.04535
 49c     -0.05111   3.23232   2.77390   0.04488
 50c     -0.03783   3.22845   2.76448   0.04491
 51c      0.01836   3.25271   2.68472   0.04422
 52c     -0.01972   3.23112   2.74372   0.04488
 53c      0.03807   3.20095   2.71311   0.04787
 54c     -0.05619   3.22690   2.78163   0.04766
 55c     -0.06107   3.25312   2.76244   0.04551
 56c     -0.00220   3.26197   2.69741   0.04282
 57c     -0.00220   3.26197   2.69741   0.04282
 58c     -0.06107   3.25312   2.76244   0.04551
 59c     -0.03783   3.22845   2.76448   0.04491
 60c     -0.01972   3.23112   2.74372   0.04488
 61c      0.01836   3.25271   2.68472   0.04422
 62c     -0.01479   3.28840   2.67578   0.05061
 63c     -0.01479   3.28840   2.67578   0.05061
 64c     -0.01479   3.28840   2.67578   0.05061
 65c     -0.01479   3.28840   2.67578   0.05061
 66c     -0.05619   3.22690   2.78163   0.04766
 67c     -0.06107   3.25312   2.76244   0.04551
 68c      0.03807   3.20095   2.71311   0.04787
 69c     -0.03783   3.22845   2.76448   0.04491
 70c     -0.06107   3.25312   2.76244   0.04551
 71c     -0.00220   3.26197   2.69741   0.04282
 72c     -0.00220   3.26197   2.69741   0.04282
 73c      0.01836   3.25271   2.68472   0.04422
 74c     -0.01972   3.23112   2.74372   0.04488
 75c      0.03807   3.20095   2.71311   0.04787
 76c     -0.05619   3.22690   2.78163   0.04766
 77c     -0.01972   3.23112   2.74372   0.04488
 78c      0.01836   3.25271   2.68472   0.04422
 79c     -0.03783   3.22845   2.76448   0.04491
 80c     -0.01479   3.28840   2.67578   0.05061
 81c     -0.01479   3.28840   2.67578   0.05061
 82c     -0.06107   3.25312   2.76244   0.04551
 83sc     0.90189   2.11188   6.17957   1.72652   0.08014
 84sc     0.78471   2.11747   6.16853   1.83477   0.09452






Input



atom          charge    n(s)      n(p)      n(d)      n(f)      n(g)
  1 c          0.38831   2.82152   2.78257   0.00760   0.00000   0.00000
  2 c         -0.28006   2.96303   3.31384   0.00319   0.00000   0.00000
  3 c         -0.29805   2.95382   3.34117   0.00306   0.00000   0.00000
  4 c          0.30863   2.81657   2.86796   0.00684   0.00000   0.00000
  5 c         -0.26135   2.95502   3.30331   0.00302   0.00000   0.00000
  6 c         -0.27931   2.96474   3.31137   0.00321   0.00000   0.00000
  7 h          0.23929   0.76071   0.00000   0.00000   0.00000   0.00000
  8 h          0.22228   0.77772   0.00000   0.00000   0.00000   0.00000
  9 h          0.23891   0.76109   0.00000   0.00000   0.00000   0.00000
 10 h          0.23958   0.76042   0.00000   0.00000   0.00000   0.00000
 11 f         -0.32883   3.82079   5.50537   0.00267   0.00000   0.00000
 12 o         -0.64730   3.65574   4.98631   0.00526   0.00000   0.00000
 13 h          0.45789   0.54211   0.00000   0.00000   0.00000   0.00000






Output text



<comment class="example.output" id="populations">
        <module cmlx:templateRef="populations">
            <array dataType="xsd:integer" size="84" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84</array>
            <array dataType="xsd:string" size="84" dictRef="cc:atomType">c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c sc sc</array>
            <array dataType="xsd:double" size="84" dictRef="x:charge">-0.05111 0.05267 -0.04145 -0.05618 -0.03783 0.01836 -0.01972 -0.02691 0.00406 -0.01023 -0.01023 -0.05618 -0.05111 0.05267 -0.04145 -0.06107 -0.0022 -0.0022 0.01836 -0.03783 -0.01972 -0.11931 0.13552 -0.11931 -0.11931 -0.01023 -0.02691 0.00406 -0.01023 -0.05111 0.05267 -0.04145 -0.05618 -0.01023 0.00406 -0.01023 -0.02691 -0.04145 -0.05111 0.05267 -0.05618 -0.05618 0.05267 -0.04145 -0.05111 -0.05618 0.05267 -0.04145 -0.05111 -0.03783 0.01836 -0.01972 0.03807 -0.05619 -0.06107 -0.0022 -0.0022 -0.06107 -0.03783 -0.01972 0.01836 -0.01479 -0.01479 -0.01479 -0.01479 -0.05619 -0.06107 0.03807 -0.03783 -0.06107 -0.0022 -0.0022 0.01836 -0.01972 0.03807 -0.05619 -0.01972 0.01836 -0.03783 -0.01479 -0.01479 -0.06107 0.90189 0.78471</array>
            <array dataType="xsd:double" size="84" dictRef="x:s">3.23232 3.2442 3.22136 3.23473 3.22845 3.25271 3.23112 3.22806 3.24437 3.24625 3.24625 3.23473 3.23232 3.2442 3.22136 3.25312 3.26197 3.26197 3.25271 3.22845 3.23112 3.29464 3.32267 3.29464 3.29464 3.24625 3.22806 3.24437 3.24625 3.23232 3.2442 3.22136 3.23473 3.24625 3.24437 3.24625 3.22806 3.22136 3.23232 3.2442 3.23473 3.23473 3.2442 3.22136 3.23232 3.23473 3.2442 3.22136 3.23232 3.22845 3.25271 3.23112 3.20095 3.2269 3.25312 3.26197 3.26197 3.25312 3.22845 3.23112 3.25271 3.2884 3.2884 3.2884 3.2884 3.2269 3.25312 3.20095 3.22845 3.25312 3.26197 3.26197 3.25271 3.23112 3.20095 3.2269 3.23112 3.25271 3.22845 3.2884 3.2884 3.25312 2.11188 2.11747</array>
            <array dataType="xsd:double" size="84" dictRef="x:p">2.7739 2.65701 2.77473 2.77618 2.76448 2.68472 2.74372 2.75448 2.70298 2.71758 2.71758 2.77618 2.7739 2.65701 2.77473 2.76244 2.69741 2.69741 2.68472 2.76448 2.74372 2.77667 2.48978 2.77667 2.77667 2.71758 2.75448 2.70298 2.71758 2.7739 2.65701 2.77473 2.77618 2.71758 2.70298 2.71758 2.75448 2.77473 2.7739 2.65701 2.77618 2.77618 2.65701 2.77473 2.7739 2.77618 2.65701 2.77473 2.7739 2.76448 2.68472 2.74372 2.71311 2.78163 2.76244 2.69741 2.69741 2.76244 2.76448 2.74372 2.68472 2.67578 2.67578 2.67578 2.67578 2.78163 2.76244 2.71311 2.76448 2.76244 2.69741 2.69741 2.68472 2.74372 2.71311 2.78163 2.74372 2.68472 2.76448 2.67578 2.67578 2.76244 6.17957 6.16853</array>
            <array dataType="xsd:double" size="84" dictRef="x:d">0.04488 0.04612 0.04535 0.04528 0.04491 0.04422 0.04488 0.04437 0.0486 0.0464 0.0464 0.04528 0.04488 0.04612 0.04535 0.04551 0.04282 0.04282 0.04422 0.04491 0.04488 0.048 0.05204 0.048 0.048 0.0464 0.04437 0.0486 0.0464 0.04488 0.04612 0.04535 0.04528 0.0464 0.0486 0.0464 0.04437 0.04535 0.04488 0.04612 0.04528 0.04528 0.04612 0.04535 0.04488 0.04528 0.04612 0.04535 0.04488 0.04491 0.04422 0.04488 0.04787 0.04766 0.04551 0.04282 0.04282 0.04551 0.04491 0.04488 0.04422 0.05061 0.05061 0.05061 0.05061 0.04766 0.04551 0.04787 0.04491 0.04551 0.04282 0.04282 0.04422 0.04488 0.04787 0.04766 0.04488 0.04422 0.04491 0.05061 0.05061 0.04551 1.72652 1.83477</array>
            <array dataType="xsd:double" size="84" dictRef="x:f">-1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 0.08014 0.09452</array>
            <array dataType="xsd:double" size="84" dictRef="x:g">-1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0 -1.0</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="populations2">
        <module cmlx:templateRef="populations">
           <array dataType="xsd:integer" dictRef="cc:serial" size="43">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43</array>
           <array dataType="xsd:string" dictRef="cc:atomType" size="43">fe n n n n n n n n n n n n n n n n n n n n n n n n c c c c c c h h h h h h h h h h h h</array>
           <array dataType="xsd:double" dictRef="x:charge" size="43">0.29209 -0.10253 -0.10253 -0.08969 -0.08969 0.03584 0.03584 -0.05936 -0.05936 -0.05027 -0.05027 -0.12596 -0.12596 -0.06467 -0.06467 -0.05369 -0.05369 -0.13139 -0.13139 -0.05562 -0.05562 -0.05202 -0.05202 -0.12955 -0.12955 0.06453 0.06453 0.06052 0.06052 0.05740 0.05740 0.21683 0.21683 0.29732 0.29732 0.21652 0.21652 0.29719 0.29719 0.22385 0.22385 0.29871 0.29871</array>
           <array dataType="xsd:double" dictRef="x:s" size="43">6.56555 3.61036 3.61036 3.60363 3.60363 3.53412 3.53412 3.75597 3.75597 3.39404 3.39404 3.72530 3.72530 3.76035 3.76035 3.39827 3.39827 3.72335 3.72335 3.75380 3.75380 3.39753 3.39753 3.72863 3.72863 3.18400 3.18400 3.18672 3.18672 3.18729 3.18729 0.76036 0.76036 0.66526 0.66526 0.76061 0.76061 0.66538 0.66538 0.75298 0.75298 0.66385 0.66385</array>
           <array dataType="xsd:double" dictRef="x:p" size="43">12.59879 3.40843 3.40843 3.40223 3.40223 3.33958 3.33958 3.19854 3.19854 3.57129 3.57129 3.29380 3.29380 3.19950 3.19950 3.57026 3.57026 3.30131 3.30131 3.19693 3.19693 3.56937 3.56937 3.29371 3.29371 2.60852 2.60852 2.60995 2.60995 2.60963 2.60963 0.02281 0.02281 0.03742 0.03742 0.02287 0.02287 0.03743 0.03743 0.02317 0.02317 0.03744 0.03744</array>
           <array dataType="xsd:double" dictRef="x:d" size="43">6.54256 0.07828 0.07828 0.07832 0.07832 0.08479 0.08479 0.09683 0.09683 0.07849 0.07849 0.09890 0.09890 0.09680 0.09680 0.07871 0.07871 0.09876 0.09876 0.09686 0.09686 0.07867 0.07867 0.09922 0.09922 0.12691 0.12691 0.12672 0.12672 0.12939 0.12939 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1</array>
           <array dataType="xsd:double" dictRef="x:f" size="43">0.00101 0.00547 0.00547 0.00550 0.00550 0.00567 0.00567 0.00801 0.00801 0.00644 0.00644 0.00795 0.00795 0.00802 0.00802 0.00645 0.00645 0.00798 0.00798 0.00803 0.00803 0.00645 0.00645 0.00799 0.00799 0.01605 0.01605 0.01610 0.01610 0.01628 0.01628 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1</array>
           <array dictRef="x:g" size="43">-1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1</array>
        </module>
    </comment>






Template definition



<templateList>  <template id="noorbital" pattern="\s+(\d+\s?\w+)\s+[-\w\.]+\s*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record>{I,cc:serial}{A,cc:atomType}{F,x:charge}</record>    <transform process="addChild" dataType="cml:double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="3" dictRef="x:s" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="4" dictRef="x:p" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="5" dictRef="x:d" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="6" dictRef="x:f" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="7" dictRef="x:g" value="-1" />
        </template>  <template id="s" pattern="\s+(\d+\s?\w+)\s+[-\w\.]+\s+[-\w\.]+\s*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record id="s">{I,cc:serial}{A,cc:atomType}{F,x:charge}{F,x:s}</record>    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="4" dictRef="x:p" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="5" dictRef="x:d" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="6" dictRef="x:f" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="7" dictRef="x:g" value="-1" />
        </template>  <template id="sp" pattern="\s+(\d+\s?\w+)\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record id="sp">{I,cc:serial}{A,cc:atomType}{F,x:charge}{F,x:s}{F,x:p}</record>    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="5" dictRef="x:d" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="6" dictRef="x:f" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="7" dictRef="x:g" value="-1" />
        </template>  <template id="spd" pattern="\s+(\d+\s?\w+)\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record id="spd">{I,cc:serial}{A,cc:atomType}{F,x:charge}{F,x:s}{F,x:p}{F,x:d}</record>    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="6" dictRef="x:f" value="-1" />    <transform process="addChild" dataType="double" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="7" dictRef="x:g" value="-1" />
        </template>  <template id="spdf" pattern="\s+(\d+\s?\w+)\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record id="spdf">{I,cc:serial}{A,cc:atomType}{F,x:charge}{F,x:s}{F,x:p}{F,x:d}{F,x:f}</record>    <transform process="addChild" xpath="./cml:list/cml:list[position()=last()]" elementName="cml:scalar" position="7" dictRef="x:g" value="-1" dataType="xsd:double" />
        </template>  <template id="spdfg" pattern="\s+(\d+\s?\w+)\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s+[-\w\.]+\s*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">    <record id="spdfg">{I,cc:serial}{A,cc:atomType}{F,x:charge}{F,x:s}{F,x:p}{F,x:d}{F,x:f}{F,x:g}</record>
        </template>
    </templateList>
<transform process="setValue" xpath=".//cml:scalar[@dictRef='x:s'][@dataType='xsd:string']/@dataType" value="xsd:double" />
<transform process="setValue" xpath=".//cml:scalar[@dictRef='x:p'][@dataType='xsd:string']/@dataType" value="xsd:double" />
<transform process="setValue" xpath=".//cml:scalar[@dictRef='x:d'][@dataType='xsd:string']/@dataType" value="xsd:double" />
<transform process="setValue" xpath=".//cml:scalar[@dictRef='x:f'][@dataType='xsd:string']/@dataType" value="xsd:double" />
<transform process="setValue" xpath=".//cml:scalar[@dictRef='x:g'][@dataType='xsd:string']/@dataType" value="xsd:double" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:atomType']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:charge']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:s']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:p']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:d']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:f']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='x:g']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	spin.density



	name

	Unpaired electrons from D(alpha)-D(beta)



	pattern

	\s*Unpaired\selectrons\sfrom\sD\(alpha\)-D\(beta\).*



	endPattern

	\s*\S+.*$\s*



	endPattern2

	~



	endOffset

	1



	xml:base

	population/spin.density.xml







Input



        Unpaired electrons from D(alpha)-D(beta)

atom      total     n(s)      n(p)      n(d)      n(f)      n(g)
  1c      0.02700   0.00135   0.02536   0.00029
  3c      0.01605   0.00102   0.01501   0.00002
  4c      0.02714   0.00248   0.02470  -0.00004
  6c     -0.01168  -0.00306  -0.00944   0.00083
  7c      0.03551   0.00180   0.03336   0.00034
  8c     -0.01309  -0.00207  -0.01131   0.00029
  9c      0.01818   0.00156   0.01678  -0.00017
 12c      0.02714   0.00248   0.02470  -0.00004
 13c      0.02700   0.00135   0.02536   0.00029
 15c      0.01605   0.00102   0.01501   0.00002
 16c      0.01467  -0.00122   0.01485   0.00105
 17c      0.09443   0.00511   0.08865   0.00066
 18c      0.09443   0.00511   0.08865   0.00066
 19c     -0.01168  -0.00306  -0.00944   0.00083
 21c      0.03551   0.00180   0.03336   0.00034
 27c     -0.01309  -0.00207  -0.01131   0.00029
 28c      0.01818   0.00156   0.01678  -0.00017
 30c      0.02700   0.00135   0.02536   0.00029
 32c      0.01605   0.00102   0.01501   0.00002
 33c      0.02714   0.00248   0.02470  -0.00004
 35c      0.01818   0.00156   0.01678  -0.00017
 37c     -0.01309  -0.00207  -0.01131   0.00029
 38c      0.01605   0.00102   0.01501   0.00002
 39c      0.02700   0.00135   0.02536   0.00029
 41c      0.02714   0.00248   0.02470  -0.00004
 42c      0.02714   0.00248   0.02470  -0.00004
 44c      0.01605   0.00102   0.01501   0.00002
 45c      0.02700   0.00135   0.02536   0.00029
 46c      0.02714   0.00248   0.02470  -0.00004
 48c      0.01605   0.00102   0.01501   0.00002
 49c      0.02700   0.00135   0.02536   0.00029
 51c     -0.01168  -0.00306  -0.00944   0.00083
 52c      0.03551   0.00180   0.03336   0.00034
 54c      0.05838   0.00354   0.05454   0.00030
 55c      0.01467  -0.00122   0.01485   0.00105
 56c      0.09443   0.00511   0.08865   0.00066
 57c      0.09443   0.00511   0.08865   0.00066
 58c      0.01467  -0.00122   0.01485   0.00105
 60c      0.03551   0.00180   0.03336   0.00034
 61c     -0.01168  -0.00306  -0.00944   0.00083
 62c      0.06477   0.00411   0.05957   0.00109
 63c      0.06477   0.00411   0.05957   0.00109
 64c      0.06477   0.00411   0.05957   0.00109
 65c      0.06477   0.00411   0.05957   0.00109
 66c      0.05838   0.00354   0.05454   0.00030
 67c      0.01467  -0.00122   0.01485   0.00105
 70c      0.01467  -0.00122   0.01485   0.00105
 71c      0.09443   0.00511   0.08865   0.00066
 72c      0.09443   0.00511   0.08865   0.00066
 73c     -0.01168  -0.00306  -0.00944   0.00083
 74c      0.03551   0.00180   0.03336   0.00034
 76c      0.05838   0.00354   0.05454   0.00030
 77c      0.03551   0.00180   0.03336   0.00034
 78c     -0.01168  -0.00306  -0.00944   0.00083
 80c      0.06477   0.00411   0.05957   0.00109
 81c      0.06477   0.00411   0.05957   0.00109
 82c      0.01467  -0.00122   0.01485   0.00105
 83sc    -0.03574  -0.00302  -0.00662  -0.02601  -0.00010
 84sc     0.33292  -0.00243   0.00729   0.32192   0.00614






Output text



<comment class="example.output" id="spin.density">
        <module cmlx:lineCount="62" cmlx:templateRef="spin.density">
            <array dataType="xsd:integer" dictRef="cc:serial" size="59">1 3 4 6 7 8 9 12 13 15 16 17 18 19 21 27 28 30 32 33 35 37 38 39 41 42 44 45 46 48 49 51 52 54 55 56 57 58 60 61 62 63 64 65 66 67 70 71 72 73 74 76 77 78 80 81 82 83 84</array>
            <array dataType="xsd:string" dictRef="cc:atomType" size="59">c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c c sc sc</array>
            <array dataType="xsd:double" dictRef="t:unpairedTotal" size="59">0.027 0.01605 0.02714 -0.01168 0.03551 -0.01309 0.01818 0.02714 0.027 0.01605 0.01467 0.09443 0.09443 -0.01168 0.03551 -0.01309 0.01818 0.027 0.01605 0.02714 0.01818 -0.01309 0.01605 0.027 0.02714 0.02714 0.01605 0.027 0.02714 0.01605 0.027 -0.01168 0.03551 0.05838 0.01467 0.09443 0.09443 0.01467 0.03551 -0.01168 0.06477 0.06477 0.06477 0.06477 0.05838 0.01467 0.01467 0.09443 0.09443 -0.01168 0.03551 0.05838 0.03551 -0.01168 0.06477 0.06477 0.01467 -0.03574 0.33292</array>
        </module>
    </comment>






Template definition



<record repeat="3" />
<record repeat="*" makeArray="true">\s+{I,cc:serial}{A,cc:atomType}\s+{F,t:unpairedTotal}.*</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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basisset


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	basisset



	name

	Basis set information section



	pattern

	\s*\+\
-+\+\s*$\s*\|\s*basis\sset\sinformation\s*\|\s*$\s*\+\-+\+\s*



	endPattern

	\s*total\snumber\sof\sSCF-basis\sfunctions.*



	repeat

	*



	xml:base

	basisset.xml







Input



           +--------------------------------------------------+
           |               basis set information              |
           +--------------------------------------------------+


           we will work with the  1s 3p 5d  7f  9g ... basis set
           ...i.e. with spherical basis functions...


type   atoms  prim   cont   basis
---------------------------------------------------------------------------
 c       82     25     15   DZP   [4s2p1d|8s4p1d]
 sc       2     92     45   def2-TZVP   [6s4p4d1f|17s11p7d1f]
---------------------------------------------------------------------------
total:   84   2234   1320
---------------------------------------------------------------------------

total number of primitive shells          :   49
total number of contracted shells         :  604
total number of cartesian basis functions : 1416
total number of SCF-basis functions       : 1320






Output text



<comment class="example.output" id="basisset">
        <module cmlx:lineCount="20" cmlx:templateRef="basisset">
            <list cmlx:lineCount="2" cmlx:templateRef="basis">
               <array dataType="xsd:string" dictRef="cc:atomType" size="2">c sc</array>
               <array dataType="xsd:integer" dictRef="t:atoms" size="2">82 2</array>
               <array dataType="xsd:integer" dictRef="t:prim" size="2">25 92</array>
               <array dataType="xsd:integer" dictRef="t:cont" size="2">15 45</array>
               <array dataType="xsd:string" dictRef="t:basis" size="2">DZP def2-TZVP</array>
               <array dataType="xsd:string" dictRef="t:contraction" size="2">[4s2p1d|8s4p1d] [6s4p4d1f|17s11p7d1f]</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*type\s*atoms.*" endPattern="\s*total.*" endOffset="0">    <record repeat="2" />    <record repeat="*" makeArray="true" id="basis">{A,cc:atomType}{I,t:atoms}{I,t:prim}{I,t:cont}{A,t:basis}{A,t:contraction}</record>    <record repeat="1" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='basis']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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symmetry


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	symmetry



	name

	Symmetry information



	pattern

	\s*symmetry\sgroup\sof\sthe\smolecule.*



	endPattern

	\s*maximum\snumber\sof\sshells\swhich\sare\srelated\sby\ssymmetry.*



	endOffset

	1



	xml:base

	symmetry.xml







Input



symmetry group of the molecule :   d5h

the group has the following generators :
  c5(z)
  c2(x)
  mirror plane sigma(xy)

  20 symmetry operations found

there are 8 real representations :   a1'  a2'  e1'  e2'  a1"  a2"  e1"  e2"

maximum number of shells which are related by symmetry : 10






Output text



<comment class="example.output" id="symmetry">
        <module cmlx:lineCount="8" cmlx:templateRef="symmetry">
          <scalar dataType="xsd:string" dictRef="t:symmetryGroup">d5h</scalar>
          <list cmlx:lineCount="3" cmlx:templateRef="generators">
            <scalar dataType="xsd:string" dictRef="t:generators">c5(z)</scalar>
            <scalar dataType="xsd:string" dictRef="t:generators">c2(x)</scalar>
            <scalar dataType="xsd:string" dictRef="t:generators">mirror plane sigma(xy)</scalar>
          </list>
        </module>
    </comment>






Template definition



<record>\s*symmetry\sgroup\sof\sthe\smolecule\s:{X,t:symmetryGroup}</record>
<record repeat="2" />
<templateList>  <template id="generators" pattern="\s*\S+\s*" endPattern="\s*">    <record repeat="*">\s*{X,t:generators}\s*</record>
        </template>
    </templateList>
<record repeat="*" />
<transform process="createList" xpath=".//cml:module[@cmlx:templateRef='generators']" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />








          

      

      

    

  

  
    

    ground.state
    

    

   


  

    
      
          
            
  
ground.state


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	ground.state



	name

	Ground state



	pattern

	\s*Ground\sstate.*



	endPattern

	\sTotal\senergy.*



	endOffset

	1



	xml:base

	ground.state.xml







Input



                               Ground state


Total energy:                           -2746.335418094000






Output text



<comment class="example.output" id="ground.state">
        <module cmlx:lineCount="4" cmlx:templateRef="ground.state">
            <scalar dataType="xsd:double" dictRef="t:groundenergy">-2746.335418094</scalar>
        </module>
    </comment>






Template definition



<record repeat="3" />
<record id="energy">\s*Total\senergy:{F,t:groundenergy}</record>
<transform process="pullup" repeat="1" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    orbitals
    

    

   


  

    
      
          
            
  
orbitals


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	orbitals



	name

	Molecular orbitals



	pattern

	\s*mo\soccupation.*



	endPattern

	\s*number\sof\soccupied\sorbitals.*



	endOffset

	1



	xml:base

	orbitals.xml







Input



   mo occupation :
  irrep   mo's   occupied
   a      576      135

number of basis functions   :          576
number of occupied orbitals :          135






Input



   mo occupation :
  irrep   mo's   occupied
   a      394       79
   b      389       76

number of basis functions   :          783
number of occupied orbitals :          155






Output text



<comment class="example.output" id="orbitals">
       <module cmlx:lineCount="6" cmlx:templateRef="orbitals">
        <list cmlx:lineCount="1" cmlx:templateRef="mooccupation">
         <array dataType="xsd:string" dictRef="t:irrep" size="1">a</array>
         <array dataType="xsd:integer" dictRef="t:numberofmos" size="1">576</array>
         <array dataType="xsd:integer" dictRef="t:occupiedmos" size="1">135</array>
        </list>
        <scalar dataType="xsd:integer" dictRef="t:basisnumber">576</scalar>
        <scalar dataType="xsd:integer" dictRef="t:occupied">135</scalar>
       </module>
    </comment>






Output text



<comment class="example.output2" id="orbitals">
       <module cmlx:lineCount="7" cmlx:templateRef="orbitals">
        <list cmlx:lineCount="2" cmlx:templateRef="mooccupation">
         <array dataType="xsd:string" dictRef="t:irrep" size="2">a b</array>
         <array dataType="xsd:integer" dictRef="t:numberofmos" size="2">394 389</array>
         <array dataType="xsd:integer" dictRef="t:occupiedmos" size="2">79 76</array>
        </list>
        <scalar dataType="xsd:integer" dictRef="t:basisnumber">783</scalar>
        <scalar dataType="xsd:integer" dictRef="t:occupied">155</scalar>
     </module>
    </comment>






Template definition



<record repeat="2" />
<record id="mooccupation" repeat="*" makeArray="true">{A,t:irrep}{I,t:numberofmos}{I,t:occupiedmos}</record>
<record repeat="1" />
<record>\s*number\sof\sbasis\sfunctions\s*:{I,t:basisnumber}</record>
<record>\s*number\sof\soccupied\sorbitals\s*:{I,t:occupied}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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excitation


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	excitation



	name

	Root values



	pattern

	\s*.*excitation\s*



	endPattern

	\s*yz.*



	endPattern3

	~



	endOffset

	1



	repeat

	*



	xml:base

	tddft/excitation.xml







Input



                        1 singlet a excitation


Total energy:                           -2746.252598530657

Excitation energy:                      0.8281956334307625E-01

Excitation energy / eV:                  2.253635948754857

Excitation energy / nm:                  550.1520512883641

Excitation energy / cm^(-1):             18176.79307945692


Oscillator strength:

   velocity representation:             0.4630007707259613E-03

   length representation:               0.2517378232789616E-03

   mixed representation:                0.3414012393049747E-03


Rotatory strength:

   velocity representation:             0.6787114468211505E-03

   velocity rep. / 10^(-40)erg*cm^3:     43.84802841470074

   length representation:               0.5004590569299578E-03

   length rep. / 10^(-40)erg*cm^3:       32.33206549180494


Dominant contributions:

   occ. orbital  energy / eV   virt. orbital  energy / eV   |coeff.|^2*100
    135 a         -11.72         148 a          -5.04           56.5
    134 a         -11.84         149 a          -4.99           14.5
    133 a         -11.88         148 a          -5.04           10.8
    135 a         -11.72         146 a          -5.07            6.9
    135 a         -11.72         137 a          -7.60            2.3


Change of electron number:

            0.000000


Electric transition dipole moment (velocity rep.):

   x        0.000000        Norm:                  0.091574
   y        0.091574
   z        0.000000        Norm / debye:          0.232758


Electric transition dipole moment (length rep.):

   x        0.000000        Norm:                  0.067523
   y        0.067523
   z        0.000000        Norm / debye:          0.171628


Magnetic transition dipole moment / i:

   x        0.000000        Norm:                  0.007412
   y        0.007412
   z        0.000000        Norm / Bohr mag.:      2.031327


Electric quadrupole transition moment:

  xx        0.388503
  yy       -0.349725        1/3*trace:             0.014240
  zz        0.003942
  xy        0.000000
  xz       -0.415837        Anisotropy:            0.963190
  yz        0.000000






Input



                            1 a excitation


Total energy:                           -2486.721896788767

Excitation energy:                      0.2232721523357345E-01

Excitation energy / eV:                 0.6075546990936264

Excitation energy / nm:                  2040.709160696689

Excitation energy / cm^(-1):             4900.257317947948


Oscillator strength:

   velocity representation:             0.7239785565166725E-05

   length representation:               0.7472091694219293E-04

   mixed representation:                0.1620137669579867E-04


Rotatory strength:

   velocity representation:             0.3453247981258833E-05

   velocity rep. / 10^(-40)erg*cm^3:    0.2230964518344803

   length representation:               0.1425092244094837E-04

   length rep. / 10^(-40)erg*cm^3:      0.9206782279171773


Dominant contributions:

   occ. orbital  energy / eV   virt. orbital  energy / eV   |coeff.|^2*100
  110 a   beta        -9.34    114 a   beta        -5.25         65.3
  113 a   beta        -8.43    114 a   beta        -5.25         10.6
  106 a   beta       -10.52    114 a   beta        -5.25          8.4
  110 a   beta        -9.34    115 a   beta        -4.41          4.9
  102 a   beta       -11.59    114 a   beta        -5.25          1.8


Change of electron number:

            0.000000


Electric transition dipole moment (velocity rep.):

   x       -0.007809        Norm:                  0.022054
   y        0.018838
   z        0.008400        Norm / debye:          0.056057


Electric transition dipole moment (length rep.):

   x       -0.004553        Norm:                  0.070852
   y        0.026700
   z        0.065470        Norm / debye:          0.180088


Magnetic transition dipole moment / i:

   x        0.002706        Norm:                  0.003038
   y        0.001374
   z       -0.000154        Norm / Bohr mag.:      0.832734


Electric quadrupole transition moment:

  xx       -0.393458
  yy        0.483604        1/3*trace:             0.012132
  zz       -0.053751
  xy        0.118843
  xz       -0.168409        Anisotropy:            0.984457
  yz        0.291550






Output text



<comment class="example.output" id="excitation">
      <module cmlx:templateRef="excitation">
        <list cmlx:templateRef="label">
          <scalar dataType="xsd:integer" dictRef="t:serial">1</scalar>
          <scalar dataType="xsd:string" dictRef="t:type">singlet</scalar>
          <scalar dataType="xsd:string" dictRef="t:label">a</scalar>
        </list>
        <module cmlx:templateRef="energies">
          <scalar dataType="xsd:double" dictRef="t:totalEnergy">-2746.252598530657</scalar>
          <scalar dataType="xsd:double" dictRef="t:excitationEnergy" units="nonsi:electronvolt">2.253635948754857</scalar>
        </module>
        <module cmlx:templateRef="oscillator">
          <scalar dataType="xsd:double" dictRef="t:velocity">4.630007707259613E-4</scalar>
        </module>
        <module cmlx:templateRef="contributions">
          <array dataType="xsd:integer" dictRef="t:occOrbitalNumber" size="5">135 134 133 135 135</array>
          <array dataType="xsd:string" dictRef="t:occOrbitalLabel" size="5">a a a a a</array>
          <array dataType="xsd:double" dictRef="t:occEnergy" size="5">-11.72 -11.84 -11.88 -11.72 -11.72</array>
          <array dataType="xsd:integer" dictRef="t:virtOrbitalNumber" size="5">148 149 148 146 137</array>
          <array dataType="xsd:string" dictRef="t:virtOrbitalLabel" size="5">a a a a a</array>
          <array dataType="xsd:double" dictRef="t:virtEnergy" size="5">-5.04 -4.99 -5.04 -5.07 -7.6</array>
          <array dataType="xsd:double" dictRef="t:coeff" size="5">56.5 14.5 10.8 6.9 2.3</array>
        </module>
        <module cmlx:templateRef="dipole">
          <scalar dataType="xsd:double" dictRef="cc:x3">0.0</scalar>
          <scalar dataType="xsd:double" dictRef="cc:y3">0.091574</scalar>
          <scalar dataType="xsd:double" dictRef="cc:z3">0.0</scalar>
          <scalar dataType="xsd:double" dictRef="t:norm">0.091574</scalar>
          <scalar dataType="xsd:double" dictRef="t:normDebye">0.232758</scalar>
        </module>
      </module>
    </comment>






Output text



<comment class="example.output2" id="excitation">
     <module cmlx:templateRef="excitation">
        <list cmlx:templateRef="label">
            <scalar dataType="xsd:integer" dictRef="t:serial">1</scalar>
            <scalar dataType="xsd:string" dictRef="t:label">a</scalar>
         </list>
         <module cmlx:templateRef="energies">
            <scalar dataType="xsd:double" dictRef="t:totalEnergy">-2486.721896788767</scalar>
            <scalar dataType="xsd:double" dictRef="t:excitationEnergy" units="nonsi:electronvolt">0.6075546990936264</scalar>
         </module>
         <module cmlx:templateRef="oscillator">
            <scalar dataType="xsd:double" dictRef="t:velocity">0.7239785565166725E-05</scalar>
         </module>
         <module cmlx:templateRef="contributions">
            <array dataType="xsd:integer" dictRef="t:occOrbitalNumber" size="5">110 113 106 110 102</array>
            <array dataType="xsd:string" dictRef="t:occOrbitalLabel" size="5">a a a a a</array>
            <array dataType="xsd:string" dictRef="t:occOrbitalSpin" size="5">beta beta beta beta beta</array>
            <array dataType="xsd:double" dictRef="t:occEnergy" size="5">-9.34 -8.43 -10.52 -9.34 -11.59</array>
            <array dataType="xsd:integer" dictRef="t:virtOrbitalNumber" size="5">114 114 114 115 114</array>
            <array dataType="xsd:string" dictRef="t:virtOrbitalLabel" size="5">a a a a a</array>
            <array dataType="xsd:string" dictRef="t:virtOrbitalSpin" size="5">beta beta beta beta beta</array>
            <array dataType="xsd:double" dictRef="t:virtEnergy" size="5">-5.25 -5.25 -5.25 -4.41 -5.25</array>
            <array dataType="xsd:double" dictRef="t:coeff" size="5">65.3 10.6 8.4 4.9 1.8</array>
         </module>
         <module cmlx:templateRef="dipole">
            <scalar dataType="xsd:double" dictRef="cc:x3">-0.007809</scalar>
            <scalar dataType="xsd:double" dictRef="t:norm">0.022054</scalar>
            <scalar dataType="xsd:double" dictRef="cc:y3">0.018838</scalar>
            <scalar dataType="xsd:double" dictRef="cc:z3">0.008400</scalar>
            <scalar dataType="xsd:double" dictRef="t:normDebye">0.056057</scalar>
         </module>
     </module>
    </comment>






Template definition



<templateList>  <template id="header" pattern="(\s+\w+){4}" endPattern=".*" endOffset="0">    <record id="label">{I,t:serial}{A,t:type}{A,t:label}excitation\s*</record>
        </template>  <template id="header" pattern="(\s+\w+){3}" endPattern=".*" endOffset="0">    <record id="label">{I,t:serial}{A,t:label}excitation\s*</record>
        </template>
    </templateList>
<templateList>  <template id="energies" pattern="\s*Total\senergy.*" endPattern="\s*Excitation.*cm.*" endOffset="1">    <record id="energy">\s*Total\senergy:{F,t:totalEnergy}</record>    <record repeat="3" />    <record>\s*Excitation\senergy\s\/\seV:{F,t:excitationEnergy}</record>    <record repeat="*" />
        </template>  <template id="oscillator" pattern="\s*Oscillator\s*strength.*" endPattern="\s*mixed\srepresentation.*">    <record repeat="2" />    <record>\s*velocity\srepresentation:{E,t:velocity}</record>    <record repeat="*" />
        </template>  <template id="contributions" pattern="\s*Dominant\scontributions:.*" endPattern="\s\w.*$\s*" endOffset="0">    <record repeat="3" />    <templateList>      <template id="open" pattern=".*(alpha|beta).*" endPattern="~">        <record repeat="*" makeArray="true">{I,t:occOrbitalNumber}{A,t:occOrbitalLabel}{A,t:occOrbitalSpin}{F,t:occEnergy}{I,t:virtOrbitalNumber}{A,t:virtOrbitalLabel}{A,t:virtOrbitalSpin}{F,t:virtEnergy}{F,t:coeff}</record>        <transform process="pullup" xpath=".//cml:array" repeat="2" />
                </template>      <template id="closed" pattern=".*" endPattern="">        <record repeat="*" makeArray="true">{I,t:occOrbitalNumber}{A,t:occOrbitalLabel}{F,t:occEnergy}{I,t:virtOrbitalNumber}{A,t:virtOrbitalLabel}{F,t:virtEnergy}{F,t:coeff}</record>        <transform process="pullup" xpath=".//cml:array" repeat="2" />
                </template>
            </templateList>
        </template>  <template id="contributions" pattern="\s*Dominant\scontributions:.*" endPattern="\s\w.*$\s*" endOffset="0">    <record repeat="3" />    <record repeat="*" makeArray="true">{I,t:occOrbitalNumber}{A,t:occOrbitalLabel}{F,t:occEnergy}{I,t:virtOrbitalNumber}{A,t:virtOrbitalLabel}{F,t:virtEnergy}{F,t:coeff}</record>    <transform process="pullup" xpath=".//cml:array" />
        </template>  <template id="dipole" pattern="\s*Electric\stransition\sdipole\smoment\s*\(velocity\srep.*" endPattern="\s*z.*" endOffset="1">    <record repeat="2" />    <record>\s*x{F,cc:x3}Norm:{F,t:norm}</record>    <record>\s*y{F,cc:y3}</record>    <record>\s*z{F,cc:z3}Norm\s/\sdebye:{F,t:normDebye}</record>    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:x3']" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:z3']" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='t:norm']" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='t:normDebye']" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:module[@ cmlx:templateRef='header']/cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='t:excitationEnergy']" value="nonsi:electronvolt" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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totalroots

Empty


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	totalroots



	name

	Total number of roots



	pattern

	\s*total\snumber\sof\sroots\sto\sbe\sdetermined.*



	endPattern

	.*



	endOffset

	0



	repeat

	*



	xml:base

	tddft/totalroots.xml







Template definition



<record>\s*total\snumber\sof\sroots\sto\sbe\sdetermined:{I,t:number}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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cosmo


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	cosmo



	name

	Cosmo results



	pattern

	\s*=+\s*$\s*COSMO\sRESULTS\s*$\s*=+\s*



	endPattern

	\s*=+\s*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	cosmo.xml







Input



==============================================================================
                                 COSMO RESULTS
==============================================================================
 PARAMETER:
   nppa:      1082
   nspa:        92
   nsph:        32
   nps:        712
   npspher:    224
   disex:   10.0000
   disex2:  4128.15
   rsolv [A]: 3.5400
   routf:     0.8500
   phsran:   0.00
   ampran:   0.10E-04
   cavity:  closed
   epsilon:  9.800
   fepsi:      0.8543689
 CAVITY VOLUME/AREA [a.u.]:
   surface: V1.0, A matrix: V1.0
   area:   654.69
   volume:  1389.84
 SCREENING CHARGE:
   cosmo      :  -0.024349
   correction :   0.024631
   total      :   0.000282
 ENERGIES [a.u.]:
   Total energy            =    -1650.4710944278
   Total energy + OC corr. =    -1650.4709392488
   Dielectric energy       =       -0.0050408508
   Diel. energy + OC corr. =       -0.0048856718
   The following value is included for downward compatibility
   Total energy corrected  =    -1650.4710168383
 RADII [Angstroem]:
   atom       1     2     3     4     5     6     7     8     9    10    11
   radius  2.00  2.00  2.00  2.00  2.00  1.06  2.00  2.00  2.00  2.00  2.00
   atom      12    13    14    15    16    17    18    19    20    21
   radius  1.30  1.30  1.30  1.30  1.30  1.30  1.30  1.30  1.30  1.30
==============================================================================






Input



.. container:: formalpara-title






Output text




<comment class="example.output" id="cosmo">
       <module cmlx:lineCount="39" cmlx:templateRef="cosmo">
          <list cmlx:templateRef="parameters">
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nppa</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">1082</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nspa</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">92</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nsph</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">32</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nps</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">712</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">npspher</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">224</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">disex</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">10.0000</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">disex2</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">4128.15</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">rsolv [A]</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">3.5400</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">routf</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.8500</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">phsran</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.00</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">ampran</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.10E-04</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">cavity</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">closed</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">epsilon</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">9.800</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">fepsi</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.8543689</scalar>
              </list>
          </list>
          <list cmlx:templateRef="cavityVolumeArea">
              <list>
                  <scalar dataType="xsd:string" dictRef="t:surface">V1.0</scalar>
                  <scalar dataType="xsd:string" dictRef="t:matrix">V1.0</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">area</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">654.69</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">volume</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">1389.84</scalar>
              </list>
          </list>
          <list cmlx:templateRef="screeningCharge">
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">cosmo</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">-0.024349</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">correction</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.024631</scalar>
              </list>
              <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">total</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.000282</scalar>
              </list>
          </list>
          <list id="energies" cmlx:templateRef="energies">
              <scalar dataType="xsd:double" dictRef="cc:energy">-1650.4710944278</scalar>
              <scalar dataType="xsd:double" dictRef="t:energyOcCorr">-1650.4709392488</scalar>
              <scalar dataType="xsd:double" dictRef="t:dielectricEnergy">-0.0050408508</scalar>
              <scalar dataType="xsd:double" dictRef="t:dielectricEnergyOcCorr">-0.0048856718</scalar>
              <scalar dataType="xsd:double" dictRef="t:energyCorrected">-1650.4710168383</scalar>
          </list>
          <list id="radii" cmlx:templateRef="radii">
              <array dataType="xsd:integer" size="21" dictRef="cc:serial">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21</array>
              <array dataType="xsd:double" size="21" dictRef="t:radius">2.0 2.0 2.0 2.0 2.0 1.06 2.0 2.0 2.0 2.0 2.0 1.3 1.3 1.3 1.3 1.3 1.3 1.3 1.3 1.3 1.3</array>
          </list>
      </module>
    </comment>






Output text



<comment class="example.output" id="cosmo2">
        <module cmlx:templateRef="cosmo">
            <list cmlx:templateRef="parameters">
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nppa</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">1082</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nspa</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">92</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nsph</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">32</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">nps</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">351</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">npspher</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">197</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">disex</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">10.0000</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">disex2</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">4473.83</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">rsolv [A]</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">1.3000</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">routf</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.8500</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">phsran</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.0</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">ampran</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.10E-04</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">cavity</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">closed</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">epsilon</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">infinity</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">refind</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">1.300</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">fepsi</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">1.0000000</scalar>
               </list>
            </list>
            <list cmlx:templateRef="cavityVolumeArea">
               <list>
                  <scalar dataType="xsd:string" dictRef="t:surface">V1.0</scalar>
                  <scalar dataType="xsd:string" dictRef="t:matrix">V1.0</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">area</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">349.52</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">volume</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">542.84</scalar>
               </list>
            </list>
            <list cmlx:templateRef="screeningCharge">
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">cosmo</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">-0.019014</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">correction</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">0.018692</scalar>
               </list>
               <list>
                  <scalar dataType="xsd:string" dictRef="t:parameter">total</scalar>
                  <scalar dataType="xsd:string" dictRef="t:value">-0.000323</scalar>
               </list>
            </list>
            <list cmlx:templateRef="energies" id="energies">
               <scalar dataType="xsd:double" dictRef="cc:energy">-190.8500889093</scalar>
               <scalar dataType="xsd:double" dictRef="t:energyOcCorr">-190.8501078686</scalar>
               <scalar dataType="xsd:double" dictRef="t:dielectricEnergy">-0.0158822461</scalar>
               <scalar dataType="xsd:double" dictRef="t:dielectricEnergyOcCorr">-0.0159012054</scalar>
            </list>
            <list cmlx:templateRef="radii" id="radii">
               <array dataType="xsd:string" dictRef="cc:elementType" size="3">o c h</array>
               <array dataType="xsd:double" dictRef="t:atomicradii" size="3">1.72 2.00 1.30</array>
               <array dataType="xsd:string" dictRef="t:atomrange" size="3">1 2-4 5-8</array>
            </list>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*PARAMETER:.*" endPattern="\s*[A-Z]+.*" endOffset="0">    <record repeat="1" />    <record id="parameters" repeat="*">{X,t:parameter}\:{A,t:value}</record>
        </template>  <template pattern="\s*CAVITY\sVOLUME/AREA\s\[a\.u\.\].*" endPattern="\s*[A-Z]+.*" endOffset="0">    <record repeat="1" />    <record id="tmp">\s*surface:{A,t:surface},.*:{A,t:matrix}</record>    <record id="cavityVolumeArea" repeat="*">{X,t:parameter}\:{A,t:value}</record>    <transform process="move" xpath=".//cml:list[@cmlx:templateRef='tmp']/cml:list" to=".//cml:list[@cmlx:templateRef='cavityVolumeArea']" position="1" />
        </template>  <template pattern="\s*SCREENING\sCHARGE:.*" endPattern="\s*[A-Z]{2,}.*" endOffset="0">    <record repeat="1" />    <record id="screeningCharge" repeat="*">{X,t:parameter}\:{A,t:value}</record>
        </template>  <template pattern="\s*ENERGIES.*:.*" endPattern="\s*[A-Z]{2,}.*" endPattern2="~" endOffset="0">    <record repeat="1" />    <record>\s*Total\senergy\s*={F,cc:energy}</record>    <record>\s*Total\senergy\s\+\sOC\scorr\.\s*={F,t:energyOcCorr}</record>    <record>\s*Dielectric\senergy\s*={F,t:dielectricEnergy}</record>    <record>\s*Diel\.\senergy\s\+\sOC\scorr\.\s*={F,t:dielectricEnergyOcCorr}</record>    <record repeat="1" />    <record>\s*Total\senergy\scorrected\s*={F,t:energyCorrected}</record>    <transform process="addChild" xpath="." elementName="cml:list" id="energies" />    <transform process="addAttribute" xpath=".//cml:list[@id='energies']" name="cmlx:templateRef" value="energies" />    <transform process="move" xpath=".//cml:scalar" to=".//cml:list[@id='energies']" />
        </template>  <template pattern="\s*RADII.*" endPattern="\s*=+\s*" endPattern2="\s*[A-Z]{2,}.*" endPattern3="~" endOffset="0">    <record repeat="1" />    <templateList>      <template id="atom" pattern="\s*atom.*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record>\s*atom{1_11I,cc:serial}</record>
                </template>      <template id="radius" pattern="\s*radius.*" endPattern=".*" endPattern2="~" endOffset="0" repeat="*">        <record>\s*radius{1_11F,t:radius}</record>
                </template>
            </templateList>    <transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:serial']" />    <transform process="joinArrays" xpath=".//cml:array[@dictRef='t:radius']" />    <transform process="addChild" xpath="." elementName="cml:list" id="radii" />    <transform process="addAttribute" xpath=".//cml:list[@id='radii']" name="cmlx:templateRef" value="radii" />    <transform process="move" xpath=".//cml:array" to=".//cml:list[@id='radii']" />
        </template>  <template id="" pattern="\s*ELEMENT\sRADIUS\s\[A\]:\sATOM\sLIST\s*" endPattern2="\s*[A-Z]{2,}.*" endPattern3="~" endOffset="0">    <record repeat="1" />    <record repeat="*" makeArray="true">{A,cc:elementType}{F,t:atomicradii}:{A,t:atomrange}</record>    <transform process="addChild" xpath="." elementName="cml:list" id="radii" />    <transform process="addAttribute" xpath=".//cml:list[@id='radii']" name="cmlx:templateRef" value="radii" />    <transform process="move" xpath=".//cml:array" to=".//cml:list[@id='radii']" />
        </template>
    </templateList>
<transform process="move" xpath=".//cml:module/cml:list" to="." />
<transform process="move" xpath=".//cml:module/cml:list" to="." />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	electrostatic.moments



	name

	Electrostatic moments



	pattern

	\s*=+\s*$\s*electrostatic\smoments\s*$\s*=+\s*



	endPattern

	\s*anisotropy.*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	electrostatic.moments.xml







Input



==============================================================================
                          electrostatic moments
==============================================================================

             nuc           elec       ->  total
------------------------------------------------------------------------------
                         charge
------------------------------------------------------------------------------
        550.000000    -550.000000       0.000000

------------------------------------------------------------------------------
                      dipole moment
------------------------------------------------------------------------------
  x      -0.090687       0.166831       0.076145
  y      -0.041945       0.051629       0.009684
  z       0.567783      -0.818557      -0.250774

  | dipole moment | =     0.2623 a.u. =     0.6666 debye

------------------------------------------------------------------------------
                    quadrupole moment
------------------------------------------------------------------------------
 xx   10119.859111  -10496.759762    -376.900651
 yy   10125.197471  -10502.659146    -377.461675
 zz    9680.059047  -10072.467517    -392.408470
 xy       0.127854      -0.367505      -0.239651
 xz       0.051984       0.019512       0.071495
 yz       0.669742      -1.313620      -0.643878

    1/3  trace=    -382.256932
    anisotropy=      15.281960






Input



==============================================================================
                          electrostatic moments
==============================================================================

             nuc           elec       ->  total
------------------------------------------------------------------------------
                         charge
------------------------------------------------------------------------------
        514.000000    -514.000000       0.000000
a-b                                     2.000000

------------------------------------------------------------------------------
                      dipole moment
------------------------------------------------------------------------------
  x       0.000000       0.000000       0.000000
  y       0.000000       0.000000       0.000000
  z       3.580005      -3.760554      -0.180549

  | dipole moment | =     0.1805 a.u. =     0.4589 debye

------------------------------------------------------------------------------
                    quadrupole moment
------------------------------------------------------------------------------
 xx    9781.706347  -10165.163711    -383.457364
 yy    9781.706347  -10165.163711    -383.457364
 zz   11419.946420  -11781.872673    -361.926253
 xy       0.000000       0.000000       0.000000
 xz       0.000000       0.000000       0.000000
 yz       0.000000       0.000000       0.000000

    1/3  trace=    -376.280327
    anisotropy=      21.531111






Input



==============================================================================
                          electrostatic moments
==============================================================================

             nuc           gs,e       ->  gs,tot          excit     ->  total
------------------------------------------------------------------------------
                         charge
------------------------------------------------------------------------------
         78.000000     -78.000000      -0.000000      -0.000000      -0.000000

------------------------------------------------------------------------------
                      dipole moment
------------------------------------------------------------------------------
  x       2.076731      -1.947505       0.129226       0.294085       0.423311
  y      -0.094460       0.111083       0.016624       0.038121       0.054745
  z      20.334346     -18.413193       1.921153       4.379850       6.301003

  | dipole moment | =     6.3154 a.u. =    16.0523 debye

------------------------------------------------------------------------------
                    quadrupole moment
------------------------------------------------------------------------------
 xx     175.120056    -222.239278     -47.119222       1.210722     -45.908500
 yy     168.850277    -215.861605     -47.011328       1.141470     -45.869858
 zz    1720.161459   -1781.012183     -60.850724       5.918615     -54.932110
 xy      43.859726     -40.895254       2.964471      -2.442602       0.521869
 xz     104.084454    -105.021528      -0.937074       0.378742      -0.558332
 yz      10.519612     -10.845750      -0.326137       0.190593      -0.135544

    1/3  trace=     -48.903489
    anisotropy=       9.142378






Output text



<comment class="example.output" id="electrostatic.moments">
        <module cmlx:lineCount="32" cmlx:templateRef="electrostatic.moments">
            <scalar dataType="xsd:double" dictRef="t:nuclearCharge">550.000000</scalar>
            <scalar dataType="xsd:double" dictRef="t:electronCharge">-550.000000</scalar>
            <scalar dataType="xsd:double" dictRef="t:charge">0.0</scalar>
            <array dataType="xsd:double" dictRef="cc:dipole" size="9">-0.090687 0.166831 0.076145 -0.041945 0.051629 0.009684 0.567783 -0.818557 -0.250774</array>
            <array dataType="xsd:double" dictRef="cc:quadrupole" size="18">10119.859111 -10496.759762 -376.900651 10125.197471 -10502.659146 -377.461675 9680.059047 -10072.467517 -392.40847 0.127854 -0.367505     -0.239651 0.051984 0.019512 0.071495 0.669742 -1.31362 -0.643878</array>
            <scalar dataType="xsd:double" dictRef="t:onethirdtrace">-382.256932</scalar>
            <scalar dataType="xsd:double" dictRef="t:anisotropy">15.28196</scalar>
       </module>
    </comment>






Output text



<comment class="example.output2" id="electrostatic.moments">
        <module cmlx:templateRef="electrostatic.moments">
            <scalar dataType="xsd:double" dictRef="t:nuclearCharge">514.000000</scalar>
            <scalar dataType="xsd:double" dictRef="t:electronCharge">-514.000000</scalar>
             <scalar dataType="xsd:double" dictRef="t:charge">0.000000</scalar>
             <scalar dataType="xsd:double" dictRef="t:spinPolarization">2.000000</scalar>
             <array dataType="xsd:double" dictRef="cc:dipole" size="9">0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 3.580005 -3.760554 -0.180549</array>
             <scalar dataType="xsd:double" dictRef="t:onethirdtrace">-376.280327</scalar>
             <scalar dataType="xsd:double" dictRef="t:anisotropy">21.531111</scalar>
             <array dataType="xsd:double" dictRef="cc:quadrupole" size="18">9781.706347 -10165.163711 -383.457364 9781.706347 -10165.163711 -383.457364 11419.946420 -11781.872673 -361.926253 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000</array>
        </module>
    </comment>






Template definition



<templateList>  <template id="charge" pattern="\s*charge.*" endPattern="\s*" endOffset="1">    <record repeat="2" />    <templateList>      <template id="totalCharges" pattern="(\s*[+-]?\d+\.\d+\s*){3}" endPattern=".*">        <record>{F,t:nuclearCharge}{F,t:electronCharge}{F,t:charge}</record>
                </template>      <template id="totalCharges" pattern="(\s*[+-]?\d+\.\d+\s*){5}" endPattern=".*">        <record>{F,t:nuclearCharge}{F,t:electronCharge}{F,x:dummy}{F,x:dummy}{F,t:charge}</record>
                </template>      <template id="spinPolarization" pattern="\s*a-b.*" endPattern=".*" endPattern2="~">        <record>\s+.*\s+{F,t:spinPolarization}</record>
                </template>
            </templateList>    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:dummy']" />    <transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='totalCharges']//cml:scalar" repeat="4" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='t:spinPolarization']" repeat="3" />
        </template>  <template id="dipole" pattern="\s*dipole\smoment\s*" endPattern="\s*\|\s*dipole\smoment\s*\|.*" endOffset="1">    <record repeat="2" />    <record id="dipole" makeArray="true" repeat="3">\s*\w\s*{3_5F,cc:dipole}</record>    <record repeat="1" />    <record>\s*\|\sdipole\smoment\s\|\s=.*={X,t:debye}debye\s*</record>    <transform process="pullup" xpath=".//cml:array" repeat="2" />    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template id="quadrupoleMoment" pattern="\s*quadrupole\smoment\s*" endPattern="\s*anisotropy.*" endOffset="1">    <record repeat="2" />    <record id="quadrupole" makeArray="true" repeat="6">\s*\w\w\s*{3_5F,cc:quadrupole}</record>    <record repeat="1" />    <record id="onethirdtrace">\s*1/3\s*trace={F,t:onethirdtrace}</record>    <record id="anisotropy">\s*anisotropy={F,t:anisotropy}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />    <transform process="pullup" xpath=".//cml:array" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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	restricted.orbitals
	orbital.line





	orbital.line

	unrestricted.orbitals








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	orbitalenergies



	name

	Molecular orbitals



	pattern

	\s*orbitals.*will\sbe\swritten\sto\sfile.*



	endPattern

	\s*IRREP.*|\s*\=+.*|\s*\WS\*S\W.*



	endPattern2

	\s*$\s*$\s*



	endOffset

	0



	xml:base

	molecularorbitals/molecular.orbitals.xml







Comment



 orbitals $scfmo  will be written to file mos

    irrep                 18ag        19ag        20ag        21ag        22ag
 eigenvalues H         -0.59748    -0.57961    -0.54752    -0.54279    -0.45030
            eV         -16.2584    -15.7721    -14.8988    -14.7703    -12.2535
 occupation              2.0000      2.0000      2.0000      2.0000      2.0000

    irrep                 23ag        24ag        25ag        26ag        27ag
 eigenvalues H         -0.24507    -0.23232    -0.17908    -0.13662    -0.11917
            eV          -6.6687     -6.3217     -4.8729     -3.7178     -3.2427
...






Comment



 orbitals $uhfmo_beta  will be written to file beta

 orbitals $uhfmo_alpha  will be written to file alpha

 alpha:

    irrep                 63a         64a         65a         66a         67a
 eigenvalues H         -0.49206    -0.47710    -0.47522    -0.46259    -0.31546
            eV         -13.3897    -12.9827    -12.9315    -12.5879     -8.5841
 occupation              1.0000      1.0000      1.0000      1.0000      1.0000

...

 beta:

    irrep                 62a         63a         64a         65a         66a
 eigenvalues H         -0.51352    -0.49114    -0.46482    -0.45774    -0.45288
            eV         -13.9738    -13.3647    -12.6486    -12.4559    -12.3237
 occupation              1.0000      1.0000      1.0000      1.0000      1.0000

...






Template definition



<templateList>  <xi:include href="molecularorbitals/restricted.orbitals.xml" />  <xi:include href="molecularorbitals/unrestricted.orbitals.xml" />
    </templateList>
<transform process="pullup" xpath="./cml:module/cml:module" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    restricted.orbitals
    

    

   


  

    
      
          
            
  
restricted.orbitals



	orbital.line








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	restricted.orbitals



	name

	Molecular orbitals (restricted)



	pattern

	\s*orbitals.*scfmo\s*will\sbe\swritten\sto\sfile.*



	endPattern

	~



	endOffset

	0



	xml:base

	molecularorbitals/restricted.orbitals.xml







Input



orbitals $scfmo  will be written to file mos

   irrep                 18ag        19ag        20ag        21ag        22ag
eigenvalues H         -0.59748    -0.57961    -0.54752    -0.54279    -0.45030
           eV         -16.2584    -15.7721    -14.8988    -14.7703    -12.2535
occupation              2.0000      2.0000      2.0000      2.0000      2.0000

   irrep                 23ag        24ag        25ag        26ag        27ag
eigenvalues H         -0.24507    -0.23232    -0.17908    -0.13662    -0.11917
           eV          -6.6687     -6.3217     -4.8729     -3.7178     -3.2427

   irrep                 34eg        35eg        36eg        37eg        38eg
eigenvalues H         -0.55232    -0.53899    -0.53899    -0.45926    -0.45926
           eV         -15.0295    -14.6668    -14.6668    -12.4972    -12.4972
occupation              2.0000      2.0000      2.0000      2.0000      2.0000

   irrep                 39eg        40eg        41eg        42eg        43eg
eigenvalues H         -0.25774    -0.25774    -0.23812    -0.23812    -0.22318
           eV          -7.0135     -7.0135     -6.4796     -6.4796     -6.0732

   irrep                 16au        17au        18au        19au        20au
eigenvalues H         -0.63839    -0.57973    -0.56239    -0.55584    -0.53607
           eV         -17.3717    -15.7755    -15.3037    -15.1253    -14.5873
occupation              2.0000      2.0000      2.0000      2.0000      2.0000

   irrep                 21au        22au        23au        24au        25au
eigenvalues H         -0.25094    -0.24229    -0.16523    -0.13696    -0.11172
           eV          -6.8284     -6.5931     -4.4961     -3.7270     -3.0402

   irrep                 36eu        37eu        38eu        39eu        40eu
eigenvalues H         -0.56814    -0.54779    -0.54779    -0.53708    -0.53708
           eV         -15.4599    -14.9063    -14.9063    -14.6149    -14.6149
occupation              2.0000      2.0000      2.0000      2.0000      2.0000

   irrep                 41eu        42eu        43eu        44eu        45eu
eigenvalues H         -0.25132    -0.25132    -0.23207    -0.23207    -0.16750
           eV          -6.8388     -6.8388     -6.3150     -6.3150     -4.5579






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<record repeat="2" />
<templateList>  <xi:include href="orbital.line.xml" />
        </templateList>
<transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='cc:irrep']" />
<transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='t:eigen']" />
<transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='t:orbitalenergy']" />
<transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='cc:occupation']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:array[@dictRef='t:orbitalenergy']" value="nonsi:electronvolt" />







orbital.line


Implementation level





	Type

	Status





	CML extraction template

	[image: image3]



	HTML5 representation

	[image: image4]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	orbital.line



	pattern

	\s*irrep.*



	endPattern

	\s*



	endPattern2

	~



	endOffset

	0



	repeat

	*



	xml:base

	orbital.line.xml







Input



       irrep                  1a1'        2a1'        3a1'        4a1'        5a1'
eigenvalues H       -256.02776   -29.97174   -10.18645    -3.38954    -0.88456
           eV       -6966.9251   -815.5790   -277.1896    -92.2348    -24.0702
occupation              2.0000      2.0000      2.0000      2.0000      2.0000






Output text



<comment class="example.output" id="orbital.line">
      <module cmlx:lineCount="5" cmlx:templateRef="orbital">
          <array dataType="xsd:string" size="5" dictRef="cc:irrep">1a1' 2a1' 3a1' 4a1' 5a1'</array>
          <array dataType="xsd:double" size="5" dictRef="t:eigen">-256.02776 -29.97174 -10.18645 -3.38954 -0.88456</array>
          <array dataType="xsd:double" size="5" dictRef="t:orbitalenergy">-6966.9251 -815.579 -277.1896 -92.2348 -24.0702</array>
          <array dataType="xsd:double" size="5" dictRef="cc:occupation">2.0000 2.0000 2.0000 2.0000 2.0000</array>
      </module>


    </comment>






Template definition



<templateList>  <template id="irrep" pattern="\s*irrep.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="irrep">\s*irrep{1_5A,cc:irrep}</record>
        </template>  <template id="eigenvalues" pattern="\s*eigenvalues.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="eigenvalues">\s*eigenvalues\sH{1_5F,t:eigen}</record>
        </template>  <template id="orbitalEnergy" pattern="\s*eV.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="orbitalEnergy">\s*eV{1_5F,t:orbitalenergy}</record>
        </template>  <template id="occupation" pattern="\s*occupation.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="occupation" makeArray="false">\s*occupation{1_5F,cc:occupation}</record>
        </template>  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="delete" xpath="    ./cml:scalar[@dictRef='cc:occupation' and position() > (     ..//cml:array[@dictRef='cc:irrep']/@size -      ..//cml:array[@dictRef='cc:occupation']/@size     )]" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />  <transform process="addAttribute" xpath=".//cml:array[@dictRef='cc:occupation']" name="dataType" value="xsd:double" />

    </templateList>
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orbital.line


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	orbital.line



	pattern

	\s*irrep.*



	endPattern

	\s*



	endPattern2

	~



	endOffset

	0



	repeat

	*



	xml:base

	orbital.line.xml







Input



       irrep                  1a1'        2a1'        3a1'        4a1'        5a1'
eigenvalues H       -256.02776   -29.97174   -10.18645    -3.38954    -0.88456
           eV       -6966.9251   -815.5790   -277.1896    -92.2348    -24.0702
occupation              2.0000      2.0000      2.0000      2.0000      2.0000






Output text



<comment class="example.output" id="orbital.line">
      <module cmlx:lineCount="5" cmlx:templateRef="orbital">
          <array dataType="xsd:string" size="5" dictRef="cc:irrep">1a1' 2a1' 3a1' 4a1' 5a1'</array>
          <array dataType="xsd:double" size="5" dictRef="t:eigen">-256.02776 -29.97174 -10.18645 -3.38954 -0.88456</array>
          <array dataType="xsd:double" size="5" dictRef="t:orbitalenergy">-6966.9251 -815.579 -277.1896 -92.2348 -24.0702</array>
          <array dataType="xsd:double" size="5" dictRef="cc:occupation">2.0000 2.0000 2.0000 2.0000 2.0000</array>
      </module>


    </comment>






Template definition



<templateList>  <template id="irrep" pattern="\s*irrep.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="irrep">\s*irrep{1_5A,cc:irrep}</record>
        </template>  <template id="eigenvalues" pattern="\s*eigenvalues.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="eigenvalues">\s*eigenvalues\sH{1_5F,t:eigen}</record>
        </template>  <template id="orbitalEnergy" pattern="\s*eV.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="orbitalEnergy">\s*eV{1_5F,t:orbitalenergy}</record>
        </template>  <template id="occupation" pattern="\s*occupation.*" endPattern=".*" endPattern2="~" endOffset="0">    <record id="occupation" makeArray="false">\s*occupation{1_5F,cc:occupation}</record>
        </template>  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:occupation" value="0.0000" />  <transform process="delete" xpath="    ./cml:scalar[@dictRef='cc:occupation' and position() > (     ..//cml:array[@dictRef='cc:irrep']/@size -      ..//cml:array[@dictRef='cc:occupation']/@size     )]" />  <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:occupation']" />  <transform process="addAttribute" xpath=".//cml:array[@dictRef='cc:occupation']" name="dataType" value="xsd:double" />

    </templateList>








          

      

      

    

  

  
    

    unrestricted.orbitals
    

    

   


  

    
      
          
            
  
unrestricted.orbitals


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	unrestricted.orbitals



	name

	Molecular orbitals (unrestricted)



	pattern

	\s*orbitals.*alpha\s*will\sbe\swritten\sto\sfile.*



	endPattern

	~



	xml:base

	molecularorbitals/unrestricted.orbitals.xml







Input



orbitals $uhfmo_beta  will be written to file beta

orbitals $uhfmo_alpha  will be written to file alpha

alpha:

   irrep                 63a         64a         65a         66a         67a
eigenvalues H         -0.49206    -0.47710    -0.47522    -0.46259    -0.31546
           eV         -13.3897    -12.9827    -12.9315    -12.5879     -8.5841
occupation              1.0000      1.0000      1.0000      1.0000      1.0000

   irrep                 68a         69a         70a         71a         72a
eigenvalues H         -0.25890    -0.23783    -0.23147    -0.22590    -0.20882
           eV          -7.0451     -6.4718     -6.2987     -6.1471     -5.6825

   irrep                 60b         61b         62b         63b         64b
eigenvalues H         -0.52996    -0.52637    -0.51482    -0.50284    -0.46411
           eV         -14.4209    -14.3233    -14.0092    -13.6830    -12.6291
occupation              1.0000      1.0000      1.0000      1.0000      1.0000

   irrep                 65b         66b         67b         68b         69b
eigenvalues H         -0.30300    -0.29055    -0.26751    -0.24147    -0.23338
           eV          -8.2451     -7.9064     -7.2794     -6.5707     -6.3506

beta:

   irrep                 62a         63a         64a         65a         66a
eigenvalues H         -0.51352    -0.49114    -0.46482    -0.45774    -0.45288
           eV         -13.9738    -13.3647    -12.6486    -12.4559    -12.3237
occupation              1.0000      1.0000      1.0000      1.0000      1.0000

   irrep                 67a         68a         69a         70a         71a
eigenvalues H         -0.26560    -0.25724    -0.23314    -0.22690    -0.21424
           eV          -7.2275     -6.9999     -6.3441     -6.1743     -5.8299

   irrep                 59b         60b         61b         62b         63b
eigenvalues H         -0.53728    -0.51864    -0.51707    -0.50687    -0.45798
           eV         -14.6202    -14.1131    -14.0702    -13.7928    -12.4623
occupation              1.0000      1.0000      1.0000      1.0000      1.0000

   irrep                 64b         65b         66b         67b         68b
eigenvalues H         -0.36363    -0.29633    -0.26535    -0.26378    -0.23723
           eV          -9.8950     -8.0635     -7.2206     -7.1778     -6.4555






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<templateList>  <template id="unrestricted.orbitals.alpha" pattern="\s*alpha.*" endPattern="\s*beta.*" endOffset="0">    <templateList>      <xi:include href="orbital.line.xml" />
            </templateList>    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='cc:irrep']" />    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='t:eigen']" />    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='t:orbitalenergy']" />    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='cc:occupation']" />    <transform process="pullup" xpath=".//cml:array" repeat="3" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="t:spin" value="alpha" />

        </template>  <template id="unrestricted.orbitals.beta" pattern="\s*beta.*" endPattern="~">    <templateList>      <xi:include href="orbital.line.xml" />
            </templateList>    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='cc:irrep']" />    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='t:eigen']" />    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='t:orbitalenergy']" />    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='cc:occupation']" />    <transform process="pullup" xpath=".//cml:array" repeat="3" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />    <transform process="addChild" xpath="." elementName="cml:scalar" dictRef="t:spin" value="beta" />
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:array[@dictRef='t:orbitalenergy']" value="nonsi:electronvolt" />
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molecular.orbitals.statistics


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	molecular.orbitals.statistics



	name

	Molecular orbital statistic section



	pattern

	\s*Molecular\sOrbital\sStatistic:\s*



	endPattern

	\s*all\stogether\s*:.*$\s*-{20,}\s*



	endOffset

	2



	repeat

	*



	xml:base

	molecularorbitals/molecular.orbital.statistic.xml







Input



Molecular Orbital Statistic:
============================


---------------------
 irred. repres.:    a
---------------------
frozen occupied:    0
active occupied:   16
active virtual :  132
frozen virtual :    0
---------------------


-----------------------------
orbitals in total:
-----------------------------
 frozen occupied :      0
 active occupied :     16
 active virtual  :    132
 frozen virtual  :      0
 all together    :    148
-----------------------------






Output text



<comment class="example.output" name="molecular.orbitals.statistics">
        <module cmlx:templateRef="molecular.orbitals.statistics">
            <scalar dataType="xsd:integer" dictRef="t:frozenocc">0</scalar>
            <scalar dataType="xsd:integer" dictRef="t:activeocc">16</scalar>
            <scalar dataType="xsd:integer" dictRef="t:activevirt">132</scalar>
            <scalar dataType="xsd:integer" dictRef="t:frozenvirt">0</scalar>
            <scalar dataType="xsd:integer" dictRef="t:orbitalsum">148</scalar>
        </module>
   </comment>






Template definition



<templateList>  <template pattern="\s*orbitals\sin\stotal:\s*" endPattern="\s*all\stogether\s*:.*$\s*-{20,}\s*" endOffset="1">    <record repeat="2" />    <record>\s*frozen\soccupied\s*:{I,t:frozenocc}</record>    <record>\s*active\soccupied\s*:{I,t:activeocc}</record>    <record>\s*active\svirtual\s*:{I,t:activevirt}</record>    <record>\s*frozen\svirtual\s*:{I,t:frozenvirt}</record>    <record>\s*all\stogether\s*:{I,t:orbitalsum}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />    <transform process="delete" xpath=".//cml:list" />    <transform process="delete" xpath=".//cml:list" />
        </template>
    </templateList>
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s2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	s2



	name

	Squared S



	pattern

	\s*\WS\*S\W.*



	endPattern

	.*



	endOffset

	0



	repeat

	*



	xml:base

	s2.xml







Input



<S*S>     6.00921167






Output text



<comment class="example.output" id="s2">
      <module cmlx:lineCount="1" cmlx:templateRef="s2">
        <scalar dataType="xsd:double" dictRef="cc:s2">6.00921167</scalar>
      </module>
    </comment>






Template definition



<record id="s2">\s*\WS\*S\W{F,cc:s2}</record>
<transform process="pullup" xpath=".//cml:scalar[@dictRef='cc:s2']" />
<transform process="delete" xpath=".//cml:list" />
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convergence.info


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	convergence.info



	name

	Convergence information section



	pattern

	\s*\*{10,}\s*$\s*CONVERGENCE\sINFORMATION.*



	endPattern

	\s*\*{10,}\s*



	endOffset

	1



	repeat

	*



	xml:base

	minimumts/convergence.info.xml







Input



******************************************************************
                    CONVERGENCE INFORMATION

                         Converged?     Value      Criterion
       Energy change         yes      0.0000004   0.0000010
       RMS of displacement   yes      0.0000800   0.0005000
       RMS of gradient       yes      0.0000092   0.0005000
       MAX displacement      yes      0.0003920   0.0010000
       MAX gradient          yes      0.0000313   0.0010000
******************************************************************






Input



******************************************************************
                    CONVERGENCE INFORMATION

                         Converged?     Value      Criterion
       Energy change         yes      0.0000020   0.0001000
       MAX geom. grad.       yes      0.0008366   0.0010000
******************************************************************






Output text



<comment class="example.output" id="convergence.info">
        <module cmlx:lineCount="10" cmlx:templateRef="convergence.info">
            <list cmlx:templateRef="energyChange">
              <scalar dataType="xsd:string" dictRef="cc:converged">yes</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.0000004</scalar>
              <scalar dataType="xsd:string" dictRef="cc:criterion">0.0000010</scalar>
            </list>
            <list cmlx:templateRef="rmsDisplacement">
              <scalar dataType="xsd:string" dictRef="cc:converged">yes</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.0000800</scalar>
              <scalar dataType="xsd:string" dictRef="cc:criterion">0.0005000</scalar>
            </list>
            <list cmlx:templateRef="rmsGradient">
              <scalar dataType="xsd:string" dictRef="cc:converged">yes</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.0000092</scalar>
              <scalar dataType="xsd:string" dictRef="cc:criterion">0.0005000</scalar>
            </list>
            <list cmlx:templateRef="maxDisplacement">
              <scalar dataType="xsd:string" dictRef="cc:converged">yes</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.0003920</scalar>
              <scalar dataType="xsd:string" dictRef="cc:criterion">0.0010000</scalar>
            </list>
            <list cmlx:templateRef="maxGradient">
              <scalar dataType="xsd:string" dictRef="cc:converged">yes</scalar>
              <scalar dataType="xsd:string" dictRef="cc:value">0.0000313</scalar>
              <scalar dataType="xsd:string" dictRef="cc:criterion">0.0010000</scalar>
            </list>
        </module>
    </comment>






Output text



<comment class="example.output2" id="convergence.info">
       <module cmlx:lineCount="7" cmlx:templateRef="convergence.info">
        <list cmlx:templateRef="energyChange">
         <scalar dataType="xsd:string" dictRef="cc:converged">yes</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0.0000020</scalar>
         <scalar dataType="xsd:string" dictRef="cc:criterion">0.0001000</scalar>
        </list>
        <list cmlx:templateRef="maxGradient">
         <scalar dataType="xsd:string" dictRef="cc:converged">yes</scalar>
         <scalar dataType="xsd:string" dictRef="cc:value">0.0008366</scalar>
         <scalar dataType="xsd:string" dictRef="cc:criterion">0.0010000</scalar>
        </list>
       </module>
    </comment>






Template definition



<record repeat="4" />
<templateList>  <template pattern="\s*Energy\schange.*" endPattern=".*">    <record id="energyChange">\s*Energy\schange\s*{A,cc:converged}{A,cc:value}{A,cc:criterion}</record>
        </template>  <template pattern="\s*RMS\sof\sdisplacement.*" endPattern=".*">    <record id="rmsDisplacement">\s*RMS\sof\sdisplacement\s*{A,cc:converged}{A,cc:value}{A,cc:criterion}</record>
        </template>  <template pattern="\s*RMS\sof\sgradient.*" endPattern=".*">    <record id="rmsGradient">\s*RMS\sof\sgradient\s*{A,cc:converged}{A,cc:value}{A,cc:criterion}</record>
        </template>  <template pattern="\s*MAX\sdisplacement.*" endPattern=".*">    <record id="maxDisplacement">\s*MAX\sdisplacement\s*{A,cc:converged}{A,cc:value}{A,cc:criterion}</record>
        </template>  <template pattern="\s*MAX.*(gradient|grad\.).*" endPattern=".*">    <record id="maxGradient">\s*MAX.*(?:gradient|grad\.)\s*{A,cc:converged}{A,cc:value}{A,cc:criterion}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="pullup" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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nuclear.repulsion


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	nuclear.repulsion



	name

	Nuclear repulsion energies



	pattern

	\s*nuclear\srepulsion\senergy.*$\s*empirical.*



	endPattern

	\s*nuclear\srepulsion\s\+\sdispersion\scorrection.*



	endOffset

	1



	repeat

	*



	xml:base

	nuclear.repulsion.xml







Input



nuclear repulsion energy                  =    4406.824720361
empirical dispersive energy correction    =      -0.055658060
nuclear repulsion + dispersion correction =    4406.769062301






Output text



<comment class="example.output" id="nuclear.repulsion">
        <module cmlx:templateRef="nuclear.repulsion">
            <scalar dataType="xsd:double" dictRef="cc:nucrepener" units="nonsi:hartree">4406.82472036</scalar>
            <scalar dataType="xsd:double" dictRef="t:empdispcorrection" units="nonsi:hartree">-0.055658060</scalar>
        </module>
    </comment>






Template definition



<record>\s*nuclear\srepulsion\senergy\s*={F,cc:nucrepener}</record>
<record>\s*empirical\sdispersive\senergy\scorrection\s*={F,t:empdispcorrection}</record>
<record repeat="1" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath="./cml:list" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
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energy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	energy



	name

	Final energies section



	pattern

	\s*\*{10,}\s*$\s*\*\s*\*\s*$\s*\*\s+RHF\s+energy.*



	endPattern

	\s*\*{10,}\s*



	endOffset

	1



	repeat

	*



	xml:base

	energy.xml







Input



*********************************************************************
*                                                                   *
*  RHF  energy                             :   -227.9061850367      *
*  CCSD correlation energy                 :     -0.8835141933      *
*  E4 doubles and triples contribution     :     -0.0356016214      *
*  E5 singles and triples contribution     :      0.0019555922      *
*  total correlation energy                :     -0.9171602226      *
*                                                                   *
*  Final CCSD(T) energy                    :   -228.8233452593      *
*                                                                   *
*  D1 diagnostic (CCSD)                    :      0.0560            *
*                                                                   *
*********************************************************************






Input



*********************************************************************
*                                                                   *
*  RHF  energy                             :   -227.9061850367      *
*  MP2 correlation energy (doubles)        :     -0.8639282496      *
*                                                                   *
*  Final MP2 energy                        :   -228.7701132863      *
*                                                                   *
*   E(S)   =     -0.5531547215      E(T)   =     -0.3107735281      *
*   E(OS)  =     -0.6567458975      E(SS)  =     -0.2071823521      *
*                                                                   *
*  SCS-MP2 energy                          :   -228.7633408977      *
*  (computed with  C(OS) =   1.2000  and  C(SS) =   0.3333)         *
*                                                                   *
*  SOS-MP2 energy                          :   -228.7599547035      *
*  (computed with  C(OS) =   1.3000)                                *
*                                                                   *
*  Norm of MP1 T2 amplitudes               :      0.2766656730      *
*                                                                   *
*********************************************************************






Input



*********************************************************************
*                                                                   *
*  RHF  energy                             :   -227.9061850367      *
*  correlation energy                      :     -0.8835141933      *
*                                                                   *
*  Final CCSD energy                       :   -228.7896992300      *
*                                                                   *
*  D1 diagnostic                           :      0.0560            *
*                                                                   *
*********************************************************************






Output text



<comment class="example.output" id="energy">
         <module cmlx:templateRef="energy">
           <scalar dataType="xsd:double" dictRef="t:rhfEnergy" units="nonsi:hartree">-227.9061850367</scalar>
            <module dictRef="CCSD(T)">
               <scalar dataType="xsd:double" dictRef="t:finalEnergy" units="nonsi:hartree">-228.8233452593</scalar>
            </module>
            <scalar dataType="xsd:double" dictRef="t:d1diagnostic">0.0560</scalar>
         </module>
    </comment>






Output text



<comment class="example.output" id="energy2">
         <module cmlx:templateRef="energy">
            <scalar dataType="xsd:double" dictRef="t:rhfEnergy" units="nonsi:hartree">-227.9061850367</scalar>
            <module dictRef="MP2">
               <scalar dataType="xsd:double" dictRef="t:finalEnergy" units="nonsi:hartree">-228.7701132863</scalar>
            </module>
         </module>
    </comment>






Output text



<comment class="example.output" id="energy3">
         <module cmlx:templateRef="energy">
            <scalar dataType="xsd:double" dictRef="t:rhfEnergy" units="nonsi:hartree">-227.9061850367</scalar>
            <module dictRef="CCSD">
               <scalar dataType="xsd:double" dictRef="t:finalEnergy" units="nonsi:hartree">-228.7896992300</scalar>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <template name="rhfenergy" pattern="\s*\*\s+RHF\s+energy\s+:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record>\s*\*\s+RHF\s+energy\s+:{F,t:rhfEnergy}\*</record>
        </template>  <template name="finalenergy" pattern="\s*\*\s+Final.*energy.*" endPattern=".*" endPattern2="~" endOffset="0">    <record>\s*\*\s+Final\s*{A,t:module}\s*energy\s+:{F,t:finalEnergy}.*</record>    <transform process="addAttribute" xpath="." name="dictRef" value="$string(.//cml:scalar[@dictRef='t:module']/text())" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='t:finalEnergy']" repeat="2" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template name="d1diagnostic" pattern="\s*\*\s+D1\sdiagnostic\s\(CCSD\)\s+:.*" endPattern=".*" endPattern2="~" endOffset="0">    <record>\s*\*\s+D1\sdiagnostic\s\(CCSD\)\s+:{F,t:d1diagnostic}\*</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list/cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='t:finalEnergy']" value="nonsi:hartree" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='t:rhfEnergy']" value="nonsi:hartree" />
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energy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	energy



	name

	Final energies section



	pattern

	\s*T\s*p\s*ln.*



	endPattern

	(\s+\S+\d){5}$\s*



	endOffset

	2



	repeat

	*



	xml:base

	energy2.xml







Input



  T        p       ln(qtrans) ln(qrot) ln(qvib) chem.pot.   energy    entropy
 (K)      (MPa)                                 (kJ/mol)   (kJ/mol) (kJ/mol/K)

298.15   0.1000000      17.02    11.06     0.62    235.15    317.70   0.28517

  T        P              Cv            Cp       enthalpy
 (K)     (MPa)        (kJ/mol-K)    (kJ/mol-K)   (kJ/mol)
298.15   0.1000000     0.0683144     0.0766287    320.18






Output text



<comment class="example.output" id="energy">
         <module cmlx:templateRef="energy">
            <list>
              <scalar dataType="xsd:double" dictRef="cc:temp" units="si:k">298.15</scalar>
              <scalar dataType="xsd:double" dictRef="cc:press" units="nonsi:bar">1.0</scalar>
              <scalar dataType="xsd:double" dictRef="t:thermalcorrgfe" units="nonsi:hartree">0.08956388497</scalar>
              <scalar dataType="xsd:double" dictRef="t:thermalcorrener" units="nonsi:hartree">0.12100551245999999</scalar>
              <scalar dataType="xsd:double" dictRef="t:entropy" units="nonsi2:kJ.mol-1.K-1">0.28517</scalar>
              <scalar dataType="xsd:double" dictRef="t:thermalcorrenthalpy" units="nonsi:hartree">0.12195009436399999</scalar>
              <scalar dataType="xsd:double" dictRef="cc:freeEnergy" id="free" units="nonsi:hartree" />
           </list>
         </module>
    </comment>






Template definition



<templateList>  <template name="energy" pattern="\s*T\s*p\s*ln.*" endPattern=".*\d\s*$\s*" endPattern2="~" endOffset="1">    <record repeat="3" />    <record repeat="*" id="line">\s*{F,cc:temp}{F,cc:press}\s+\S+\s+\S+\s+\S+\s+{F,t:thermalcorrgfe}{F,t:thermalcorrener}{F,t:entropy}</record>
        </template>  <template name="energy" pattern="\s*T\s*P\s*Cv\s*Cp.*" endPattern="\s*" endOffset="0">    <record repeat="2" />    <record repeat="*" id="other">\s*{F,cc:temp}{F,cc:press}\s+\S+\s+\S+\s+{F,t:thermalcorrenthalpy}</record>    <transform process="moveRelative" xpath=".//cml:scalar[@dictRef='t:thermalcorrenthalpy']" to="(ancestor::cml:module[@cmlx:templateRef='energy']//cml:list[@cmlx:templateRef='line']/cml:list[not(descendant::cml:scalar[@dictRef='t:thermalcorrenthalpy'])])[1]" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='line']/cml:list" repeat="2" />
<transform process="delete" xpath="./cml:module" />
<transform process="addChild" xpath=".//cml:list" elementName="cml:scalar" id="free" />
<transform process="addAttribute" xpath=".//cml:scalar[@id='free']" name="dataType" value="xsd:double" />
<transform process="addAttribute" xpath=".//cml:scalar[@id='free']" name="dictRef" value="cc:freeEnergy" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='t:thermalcorrener' or @dictRef='t:thermalcorrgfe' or @dictRef='t:thermalcorrenthalpy']" args="operator=multiply operand=0.0003808798" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='t:thermalcorrener' or @dictRef='t:thermalcorrgfe' or @dictRef='cc:freeEnergy' or @dictRef='t:thermalcorrenthalpy']" value="nonsi:hartree" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:press']" args="operator=multiply operand=10.0" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:press']" value="nonsi:bar" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:temp']" value="si:k" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='t:entropy']" value="nonsi2:kJ.mol-1.K-1" />
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zero.point.energy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	zero.point.energy



	name

	Zero point vibration energy



	pattern

	\s*\*{20,}\s*$\s*\*.*$\s*\*\s+zero\spoint\sVIBRATIONAL\senergy.*



	endPattern

	\s*\*{20,}\s*



	xml:base

	zero.point.energy.xml







Input



**************************************************************
*                                                            *
*  zero point VIBRATIONAL energy  :      0.0598644  Hartree  *
*    SCF-energy                   :   -228.9336374           *
*    SCF + E(vib0)                :   -228.8737730           *
*                                                            *
**************************************************************






Output text



<comment class="example.output" id="zero.point.energy">
        <module cmlx:templateRef="zero.point.energy">
            <scalar dataType="xsd:double" dictRef="t:zeropoint" units="nonsi:hartree">0.0598644</scalar>
        </module>
    </comment>






Template definition



<record repeat="2" />
<record>\s*\*\s*zero\spoint\sVIBRATIONAL\senergy\s+:{F,t:zeropoint}Hartree.*</record>
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath="./cml:list" />
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zero.point.energy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	zero.point.energy



	name

	Zero point vibration energy



	pattern

	\s*zero\spoint\svibrational\senergy.*



	endPattern

	\s*zpe=.*



	endOffset

	1



	xml:base

	zero.point.energy2.xml







Input



zero point vibrational energy
-----------------------------
zpe=   306.3     kJ/mol






Output text



<comment class="example.output" id="zero.point.energy">
        <module cmlx:templateRef="zero.point.energy">
            <scalar dataType="xsd:double" dictRef="t:zeropoint" units="nonsi:hartree">0.0598644</scalar>
        </module>
    </comment>






Template definition



<record repeat="2" />
<record>\s*zpe={F,t:zeropoint}.*</record>
<transform process="operateScalar" xpath=".//cml:scalar" args="operator=multiply operand=0.0003808798" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:hartree" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath="./cml:list" />
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fit.pointcharges


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	fit.pointcharges



	name

	Fit of point charges due to electrostatic potential



	pattern

	\s*={20,}\s*$\s*fit\sof\spoint\scharges\sdue\sto\selectrostatic\spotential.*



	endPattern

	\s*$\s*={20,}\s*



	repeat

	*



	xml:base

	fit/fit.pointcharges.xml







Input



==============================================================================
              fit of point charges due to electrostatic potential
==============================================================================

...
------------------------------------------------------------------------------
        charges resulting from fit:
------------------------------------------------------------------------------

  atom  radius/au   charge
   1 c   4.497548  0.276087
   2 c   4.497548 -0.215139
   3 c   4.497548 -0.287583
   4 c   4.497548  0.316100
   5 c   4.497548 -0.218323
   6 c   4.497548 -0.240288
   7 h   3.174740  0.163610
   8 h   3.174740  0.150389
   9 h   3.174740  0.170721
  10 h   3.174740  0.164721
  11 f   3.889056 -0.171465
  12 o   4.021337 -0.515902
  13 h   3.174740  0.407072

..
==============================================================================






Output text



<comment class="example.output" id="fit.pointcharges">
        <module cmlx:templateRef="fit.pointcharges">
            <module cmlx:templateRef="fitcharges">
                <array dataType="xsd:integer" dictRef="cc:serial" size="13">1 2 3 4 5 6 7 8 9 10 11 12 13</array>
                <array dataType="xsd:string" dictRef="cc:elementType" size="13">c c c c c c h h h h f o h</array>
                <array dataType="xsd:double" dictRef="t:charge" size="13">0.276087 -0.215139 -0.287583 0.316100 -0.218323 -0.240288 0.163610 0.150389 0.170721 0.164721 -0.171465 -0.515902 0.407072</array>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="fitcharges" pattern="\s*-{20,}\s*$\s*charges\sresulting\sfrom\sfit:\s*" endPattern="\s+\w+.*$\s*" endOffset="1">    <record repeat="5" />    <record repeat="*" makeArray="true">{I,cc:serial}{A,cc:elementType}\s+\S+\s+{F,t:charge}</record>    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list" />    <transform process="delete" xpath=".//cml:module" />
        </template>
    </templateList>
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thermochemistry


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	thermochemistry



	name

	Thermochemistry from free entalphy program



	pattern

	\s*\-{10,}.*$\s*your\s*wishes\s*are\s*:



	endPattern

	\s*tstart=.*



	endOffset

	1



	xml:base

	thermochemistry.xml







Input



        ------------------
         your wishes are :
        ------------------

pstart=  0.1000      pend=  0.1000      nump=   1

tstart=   298.1      tend=   298.1      numt=   1






Output text



<comment class="example.output" id="thermochemistry">
    <module cmlx:templateRef="thermochemistry">
        <scalar dataType="xsd:double" dictRef="t:press.start" units="nonsi:bar">1.0</scalar>
        <scalar dataType="xsd:double" dictRef="t:press.end" units="nonsi:bar">1.0</scalar>
        <scalar dataType="xsd:double" dictRef="t:temp.start" units="si:k">298.1</scalar>
        <scalar dataType="xsd:double" dictRef="t:temp.end" units="si:k">298.1</scalar>
    </module>
  </comment>






Template definition



<record repeat="4" />
<record id="press">\s*pstart={F,t:press.start}pend={F,t:press.end}.*</record>
<record repeat="1" />
<record id="temp">\s*tstart={F,t:temp.start}tend={F,t:temp.end}.*</record>
<transform process="operateScalar" xpath=".//cml:list[@cmlx:templateRef='press']//cml:scalar" args="operator=multiply operand=10" />
<transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='temp']//cml:scalar" value="si:k" />
<transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='press']//cml:scalar" value="nonsi:bar" />
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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program.end


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	program.end



	name

	Program end time



	pattern

	\s*\w\w\w\w-\w\w-\w\w\s\d\d:\d\d:\d\d.*



	endPattern

	.*



	repeat

	*



	xml:base

	program.end.xml







Input



2011-12-16 00:41:13.113






Warning

Current template has input comments defined but it’s output is missing, please notify software developers.




Template definition



<record id="runtime">{X,cc:dateEnd}</record>
<transform process="createDate" xpath=".//cml:scalar[@dictRef='cc:dateEnd']" format="yyyy-MM-dd HH:mm:ss.SSS" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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electrostatic.moments


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole log



	id

	electrostatic.moments



	name

	Electrostatic moments



	pattern

	\s*=+\s*$\s*electrostatic\smoments\s*$\s*=+\s*



	endPattern

	\s*anisotropy.*$\s*



	endOffset

	1



	repeat

	*



	xml:base

	electrostatic.moments.xml







Input



==============================================================================
                          electrostatic moments
==============================================================================

             nuc           elec       ->  total
------------------------------------------------------------------------------
                         charge
------------------------------------------------------------------------------
        550.000000    -550.000000       0.000000

------------------------------------------------------------------------------
                      dipole moment
------------------------------------------------------------------------------
  x      -0.090687       0.166831       0.076145
  y      -0.041945       0.051629       0.009684
  z       0.567783      -0.818557      -0.250774

  | dipole moment | =     0.2623 a.u. =     0.6666 debye

------------------------------------------------------------------------------
                    quadrupole moment
------------------------------------------------------------------------------
 xx   10119.859111  -10496.759762    -376.900651
 yy   10125.197471  -10502.659146    -377.461675
 zz    9680.059047  -10072.467517    -392.408470
 xy       0.127854      -0.367505      -0.239651
 xz       0.051984       0.019512       0.071495
 yz       0.669742      -1.313620      -0.643878

    1/3  trace=    -382.256932
    anisotropy=      15.281960






Input



==============================================================================
                          electrostatic moments
==============================================================================

             nuc           elec       ->  total
------------------------------------------------------------------------------
                         charge
------------------------------------------------------------------------------
        514.000000    -514.000000       0.000000
a-b                                     2.000000

------------------------------------------------------------------------------
                      dipole moment
------------------------------------------------------------------------------
  x       0.000000       0.000000       0.000000
  y       0.000000       0.000000       0.000000
  z       3.580005      -3.760554      -0.180549

  | dipole moment | =     0.1805 a.u. =     0.4589 debye

------------------------------------------------------------------------------
                    quadrupole moment
------------------------------------------------------------------------------
 xx    9781.706347  -10165.163711    -383.457364
 yy    9781.706347  -10165.163711    -383.457364
 zz   11419.946420  -11781.872673    -361.926253
 xy       0.000000       0.000000       0.000000
 xz       0.000000       0.000000       0.000000
 yz       0.000000       0.000000       0.000000

    1/3  trace=    -376.280327
    anisotropy=      21.531111






Input



==============================================================================
                          electrostatic moments
==============================================================================

             nuc           gs,e       ->  gs,tot          excit     ->  total
------------------------------------------------------------------------------
                         charge
------------------------------------------------------------------------------
         78.000000     -78.000000      -0.000000      -0.000000      -0.000000

------------------------------------------------------------------------------
                      dipole moment
------------------------------------------------------------------------------
  x       2.076731      -1.947505       0.129226       0.294085       0.423311
  y      -0.094460       0.111083       0.016624       0.038121       0.054745
  z      20.334346     -18.413193       1.921153       4.379850       6.301003

  | dipole moment | =     6.3154 a.u. =    16.0523 debye

------------------------------------------------------------------------------
                    quadrupole moment
------------------------------------------------------------------------------
 xx     175.120056    -222.239278     -47.119222       1.210722     -45.908500
 yy     168.850277    -215.861605     -47.011328       1.141470     -45.869858
 zz    1720.161459   -1781.012183     -60.850724       5.918615     -54.932110
 xy      43.859726     -40.895254       2.964471      -2.442602       0.521869
 xz     104.084454    -105.021528      -0.937074       0.378742      -0.558332
 yz      10.519612     -10.845750      -0.326137       0.190593      -0.135544

    1/3  trace=     -48.903489
    anisotropy=       9.142378






Output text



<comment class="example.output" id="electrostatic.moments">
        <module cmlx:lineCount="32" cmlx:templateRef="electrostatic.moments">
            <scalar dataType="xsd:double" dictRef="t:nuclearCharge">550.000000</scalar>
            <scalar dataType="xsd:double" dictRef="t:electronCharge">-550.000000</scalar>
            <scalar dataType="xsd:double" dictRef="t:charge">0.0</scalar>
            <array dataType="xsd:double" dictRef="cc:dipole" size="9">-0.090687 0.166831 0.076145 -0.041945 0.051629 0.009684 0.567783 -0.818557 -0.250774</array>
            <array dataType="xsd:double" dictRef="cc:quadrupole" size="18">10119.859111 -10496.759762 -376.900651 10125.197471 -10502.659146 -377.461675 9680.059047 -10072.467517 -392.40847 0.127854 -0.367505     -0.239651 0.051984 0.019512 0.071495 0.669742 -1.31362 -0.643878</array>
            <scalar dataType="xsd:double" dictRef="t:onethirdtrace">-382.256932</scalar>
            <scalar dataType="xsd:double" dictRef="t:anisotropy">15.28196</scalar>
       </module>
    </comment>






Output text



<comment class="example.output2" id="electrostatic.moments">
        <module cmlx:templateRef="electrostatic.moments">
            <scalar dataType="xsd:double" dictRef="t:nuclearCharge">514.000000</scalar>
            <scalar dataType="xsd:double" dictRef="t:electronCharge">-514.000000</scalar>
             <scalar dataType="xsd:double" dictRef="t:charge">0.000000</scalar>
             <scalar dataType="xsd:double" dictRef="t:spinPolarization">2.000000</scalar>
             <array dataType="xsd:double" dictRef="cc:dipole" size="9">0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 3.580005 -3.760554 -0.180549</array>
             <scalar dataType="xsd:double" dictRef="t:onethirdtrace">-376.280327</scalar>
             <scalar dataType="xsd:double" dictRef="t:anisotropy">21.531111</scalar>
             <array dataType="xsd:double" dictRef="cc:quadrupole" size="18">9781.706347 -10165.163711 -383.457364 9781.706347 -10165.163711 -383.457364 11419.946420 -11781.872673 -361.926253 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000 0.000000</array>
        </module>
    </comment>






Template definition



<templateList>  <template id="charge" pattern="\s*charge.*" endPattern="\s*" endOffset="1">    <record repeat="2" />    <templateList>      <template id="totalCharges" pattern="(\s*[+-]?\d+\.\d+\s*){3}" endPattern=".*">        <record>{F,t:nuclearCharge}{F,t:electronCharge}{F,t:charge}</record>
                </template>      <template id="totalCharges" pattern="(\s*[+-]?\d+\.\d+\s*){5}" endPattern=".*">        <record>{F,t:nuclearCharge}{F,t:electronCharge}{F,x:dummy}{F,x:dummy}{F,t:charge}</record>
                </template>      <template id="spinPolarization" pattern="\s*a-b.*" endPattern=".*" endPattern2="~">        <record>\s+.*\s+{F,t:spinPolarization}</record>
                </template>
            </templateList>    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:dummy']" />    <transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='totalCharges']//cml:scalar" repeat="4" />    <transform process="pullup" xpath=".//cml:scalar[@dictRef='t:spinPolarization']" repeat="3" />
        </template>  <template id="dipole" pattern="\s*dipole\smoment\s*" endPattern="\s*\|\s*dipole\smoment\s*\|.*" endOffset="1">    <record repeat="2" />    <record id="dipole" makeArray="true" repeat="3">\s*\w\s*{3_5F,cc:dipole}</record>    <record repeat="1" />    <record>\s*\|\sdipole\smoment\s\|\s=.*={X,t:debye}debye\s*</record>    <transform process="pullup" xpath=".//cml:array" repeat="2" />    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />
        </template>  <template id="quadrupoleMoment" pattern="\s*quadrupole\smoment\s*" endPattern="\s*anisotropy.*" endOffset="1">    <record repeat="2" />    <record id="quadrupole" makeArray="true" repeat="6">\s*\w\w\s*{3_5F,cc:quadrupole}</record>    <record repeat="1" />    <record id="onethirdtrace">\s*1/3\s*trace={F,t:onethirdtrace}</record>    <record id="anisotropy">\s*anisotropy={F,t:anisotropy}</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />    <transform process="pullup" xpath=".//cml:array" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    turbomole.basis
    

    

   


  

    
      
          
            
  
turbomole.basis


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole basis file



	id

	turbomole.basis



	name

	Turbomole basis file



	xml:base

	topTemplate.xml







Input



$basis
*
c DZP
# c     (8s4p1d) / [4s2p1d]     {5111/31/1}
*
   5  s
  3623.8613000      0.16339191000E-02
  544.04621000      0.12521701000E-01
  123.74338000      0.62113914000E-01
  34.763209000      0.21817729000
  10.933333000      0.49800431000
   1  s
  3.5744765000       1.0000000000
   1  s
 0.57483245000       1.0000000000
   1  s
 0.17303640000       1.0000000000
   3  p
  9.4432819000      0.37895451000E-01
  2.0017986000      0.20818177000
 0.54629718000      0.50474166000
   1  p
 0.15202684000       1.0000000000
   1  d
 0.80000000000       1.0000000000
*
h DZP
# h     (4s1p) / [2s1p]     {31/1}
*
   3  s
  13.010701000      0.19682158000E-01
  1.9622572000      0.13796524000
 0.44453796000      0.47831935000
   1  s
 0.12194962000       1.0000000000
   1  p
 0.80000000000       1.0000000000
*
fe def2-TZVP
# fe    (17s11p7d1f) / [6s4p4d1f]     {842111/6311/4111/1}
*
   8  s
  300784.84637      0.22806273096E-03
  45088.970557      0.17681788761E-02
  10262.516317      0.91927083490E-02
  2905.2897293      0.37355495807E-01
  946.11487137      0.12151108426
  339.87832894      0.28818881468
  131.94425588      0.41126612677
  52.111494077      0.21518583573
   4  s
  329.48839267     -0.24745216477E-01
  101.92332739     -0.11683089050
  16.240462745      0.55293621136
  6.8840675801      0.53601640182
   2  s
  10.470693782     -0.22912708577
  1.7360039648      0.71159319984
   1  s
 0.72577288979       1.0000000000
   1  s
 0.11595528203       1.0000000000
   1  s
 0.41968227746E-01   1.0000000000
   6  p
  1585.3959970      0.23793960179E-02
  375.38006499      0.19253154755E-01
  120.31816501      0.90021836536E-01
  44.788749031      0.25798172356
  17.829278584      0.41492649744
  7.2247153786      0.24207474784
   3  p
  28.143219756     -0.29041755152E-01
  3.8743241412      0.55312260343
  1.5410752281      0.96771136842
   1  p
 0.58285615250       1.0000000000
   4  d
  61.996675034      0.11971972255E-01
  17.873732552      0.73210135410E-01
  6.2744782934      0.23103094314
  2.3552337175      0.39910706494
   1  d
 0.85432239901      0.41391589765
   1  d
 0.27869254413      0.21909269782
   1  p
 0.13491500000       1.0000000000
   1  d
 0.91000000000E-01  0.00000000000
   1  f
  1.5980000000       1.0000000000
*
$end






Output text



<comment class="example.output" id="turbomole.basis">
        <module cmlx:templateRef="basis">
            <array dataType="xsd:string" size="3" dictRef="cc:elementType">c h fe</array>
            <array dataType="xsd:string" size="3" dictRef="cc:basis">DZP DZP def2-TZVP</array>
            <array dataType="xsd:string" size="3" dictRef="cc:contraction">4s2p1d 2s1p 6s4p4d1f</array>
        </module>
    </comment>






Template definition



<templateList id="init">  <template id="basis" pattern="\s*\*\s*$\s*[a-zA-Z]+\s+\S+\s*$\s*#.*$\s*\*\s*" endPattern="\s*\*\s*" endOffset="1" repeat="*">    <record repeat="1" />    <record>{A,cc:elementType}{X,cc:basis}</record>    <record>.*\[{A,cc:contraction}\].*</record>    <record repeat="1" />
        </template>

    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:basis']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:contraction']" />
<transform process="move" to="." xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath="//node()[count(*)!=0]/text()" />
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turbomole.control



	atoms

	methods

	vibrations
	normal

	spectrum





	dispersion

	soes

	parameters

	orbitals.control
	restrictedorbitals

	unrestrictedorbitals












Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	turbomole.control



	name

	Turbomole control file



	xml:base

	topTemplate.xml







Comment



$symmetry c1
$atoms
fe 1                                                                           \
   basis =fe def2-SV(P)
n  2-7                                                                         \
   basis =n def2-SV(P)
h  8-31                                                                        \
   basis =h def2-SV(P)
c  32-61                                                                       \
   basis =c def2-SV(P)
$soes
a  4
#
# NumForce insertion:
#
$scfconv 8
$drvopt
   frequency analysis only nofreeze
$hessian  file=hessian
$dipgrad  file=dipgrad
$grad  file=gradient
#
# end of NumForce insertion.
#
$title
Fe(bipy)3 MLCT
$operating system unix
    ...






Template definition



<templateList id="init">  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/control/templates/atoms.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/control/templates/methods.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/control/templates/vibrations/vibrations.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/control/templates/dispersion.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/control/templates/soes.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/control/templates/parameters.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/control/templates/orbitals.xml" />
    </templateList>
<transform process="move" xpath="//cml:module[@cmlx:templateRef='vibrations']/cml:module" to="//cml:module[@cmlx:templateRef='vibrations'][1]" />
<transform process="delete" xpath="//node()[count(*)!=0]/text()" />
<transform process="delete" xpath="//cml:list[count(*)=0]" />
<transform process="delete" xpath="//cml:module[count(*)=0]" />
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atoms


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	atoms



	name

	Atom definition section



	pattern

	\s*\u0024atoms\s*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	endOffset

	0



	xml:base

	atoms.xml







Input



$atoms
ru 1                                                                           \
   basis =ru def2-SVP                                                          \
   ecp   =ru def2-ecp                                                          \
   jbas  =ru def2-SVP
n  2-7                                                                         \
   basis =n def2-SVP                                                           \
   jbas  =n def2-SVP
h  8-31                                                                        \
   basis =h def2-SVP                                                           \
   jbas  =h def2-SVP
c  32-61                                                                       \
   basis =c def2-SVP                                                           \
   jbas  =c def2-SVP






Output text



<comment class="example.output" id="atoms">
       <module cmlx:templateRef="atoms">
          <module cmlx:templateRef="atomdef">
             <list dictRef="t:atom">
                <scalar dataType="xsd:string" dictRef="cc:elementType">ru</scalar>
                <scalar dataType="xsd:string" dictRef="t:atomrange">1</scalar>
             </list>
             <list dictRef="t:basis">
                <scalar dataType="xsd:string" dictRef="cc:elementType">ru</scalar>
                <scalar dataType="xsd:string" dictRef="t:basis">def2-SVP</scalar>
             </list>
             <list dictRef="t:ecp">
                <scalar dataType="xsd:string" dictRef="cc:elementType">ru</scalar>
                <scalar dataType="xsd:string" dictRef="t:ecp">def2-ecp</scalar>
             </list>
          </module>
          <module cmlx:templateRef="atomdef">
             <list dictRef="t:atom">
                <scalar dataType="xsd:string" dictRef="cc:elementType">n</scalar>
                <scalar dataType="xsd:string" dictRef="t:atomrange">2-7</scalar>
             </list>
             <list dictRef="t:basis">
                <scalar dataType="xsd:string" dictRef="cc:elementType">n</scalar>
                <scalar dataType="xsd:string" dictRef="t:basis">def2-SVP</scalar>
             </list>
          </module>
          <module cmlx:templateRef="atomdef">
             <list dictRef="t:atom">
                <scalar dataType="xsd:string" dictRef="cc:elementType">h</scalar>
                <scalar dataType="xsd:string" dictRef="t:atomrange">8-31</scalar>
             </list>
             <list dictRef="t:basis">
                <scalar dataType="xsd:string" dictRef="cc:elementType">h</scalar>
                <scalar dataType="xsd:string" dictRef="t:basis">def2-SVP</scalar>
             </list>
          </module>
          <module cmlx:templateRef="atomdef">
             <list dictRef="t:atom">
                <scalar dataType="xsd:string" dictRef="cc:elementType">c</scalar>
                <scalar dataType="xsd:string" dictRef="t:atomrange">32-61</scalar>
             </list>
             <list dictRef="t:basis">
                <scalar dataType="xsd:string" dictRef="cc:elementType">c</scalar>
                <scalar dataType="xsd:string" dictRef="t:basis">def2-SVP</scalar>
             </list>
          </module>
       </module>
    </comment>






Template definition



<record repeat="1" />
<templateList>  <template id="atomdef" pattern="\s*[A-Za-z]{1,3}\s*([0-9,-]+)[\s*\\?]+" endPattern="\s*[A-Za-z]{1,3}\s*([0-9,-]+)[\s*\\?]+" endPattern2="~" endOffset="0" repeat="*">    <record>{A,cc:elementType}{X,t:atomrange}\s*\\?\s*</record>    <templateList>      <template id="basis" pattern="\s*basis.*" endPattern=".*" endOffset="0">        <record>\s*basis\s*=\s*{A,cc:elementType}{X,t:basis}[\s*\\?]+</record>        <transform process="addDictRef" xpath=".//cml:list/cml:list" value="t:basis" />        <transform process="pullup" xpath=".//cml:list/cml:list" repeat="2" />
                </template>      <template id="jbas" pattern="\s*jbas.*" endPattern=".*" endOffset="0">        <record>\s*jbas\s*=\s*{A,cc:elementType}{X,t:jbas}[\s*\\?]+</record>        <transform process="addDictRef" xpath=".//cml:list/cml:list" value="t:jbas" />        <transform process="pullup" xpath=".//cml:list/cml:list" repeat="2" />
                </template>      <template id="ecp" pattern="\s*ecp.*" endPattern=".*" endOffset="0">        <record>\s*ecp\s*=\s*{A,cc:elementType}{X,t:ecp}[\s*\\?]+</record>        <transform process="addDictRef" xpath=".//cml:list/cml:list" value="t:ecp" />        <transform process="pullup" xpath=".//cml:list/cml:list" repeat="2" />
                </template>
            </templateList>    <transform process="addDictRef" xpath=".//cml:list/cml:list" value="t:atom" />    <transform process="pullup" xpath=".//cml:list/cml:list" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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methods


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	methods



	name

	Method section



	pattern

	\s*\u0024(?i:(dft|uhf))\s*



	endPattern

	\s*\u0024.*



	endOffset

	0



	repeat

	*



	xml:base

	methods.xml







Input



$dft
 functional pbe0
 gridsize   6
 weight derivatives






Output text



<comment class="example.output" id="methods">
        <module cmlx:lineCount="4" cmlx:templateRef="methods">
            <scalar dataType="xsd:string" dictRef="cc:method">dft</scalar>
            <scalar dataType="xsd:string" dictRef="cc:functional">pbe0</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\u0024(dft|uhf)\s*" endPattern="~">    <record>\s*\u0024{A,cc:method}.*</record>    <templateList>      <template pattern="\s*(?i:functional).*" endPattern=".*" endPattern2="~">        <record>\s*(?i:functional){X,cc:functional}</record>
                </template>      <template pattern="\s*(?i:gridsize).*" endPattern=".*" endPattern2="~">        <record>\s*(?i:gridsize){X,t:dftgridsize}</record>
                </template>
            </templateList>
        </template>
    </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="delete" xpath=".//cml:module" />
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vibrations



	normal

	spectrum








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	vibrations



	pattern

	\s*\u0024.*vibr.*



	endPattern

	\s*\u0024((?!vibr).)*



	endPattern3

	~



	repeat

	*



	xml:base

	vibrations/vibrations.xml







Comment



    $vibrational normal modes
  1 1   0.0620255999   0.0275995122  -0.0021577554  -0.0045023090  -0.0987973762
  1 2  -0.0041450350  -0.0423379158  -0.0176741626   0.0223413579  -0.0088204790
  1 3   0.0026579412  -0.0028291549   0.0268291327   0.0026526017   0.0014327176
  1 4   0.0027270842  -0.0072686360  -0.0002323333   0.0015336638   0.0566300676
  1 5   0.0334628967   0.0023545302   0.0032185684  -0.0274030238   0.0012100178
  ...

  $vibrational spectrum
#  mode     symmetry     wave number   IR intensity    selection rules
#                        cm**(-1)        km/mol         IR     RAMAN
     1                        0.00         0.00000        -       -
     2                        0.00         0.00000        -       -
     3                        0.00         0.00000        -       -
     4                        0.00         0.00000        -       -
     5                        0.00         0.00000        -       -
     6                        0.00         0.00000        -       -
     7        a              36.62         0.50306       YES     YES
     8        a              40.17         0.08176       YES     YES
     9        a              41.40         0.13467       YES     YES
    10        a              43.34         2.45364       YES     YES
    11        a              48.07         0.70156       YES     YES
    12        a              64.06         0.75864       YES     YES
  ...






Template definition



<templateList>  <xi:include href="vibrations/normal.xml" />  <xi:include href="vibrations/spectrum.xml" />
    </templateList>
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normal


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	normal



	name

	Vibrations section



	pattern

	\s*\u0024vibrational\snormal\smodes.*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	xml:base

	vibrations/normal.xml







Input



$vibrational normal modes
  1 1   0.0620255999   0.0275995122  -0.0021577554  -0.0045023090  -0.0987973762
  1 2  -0.0041450350  -0.0423379158  -0.0176741626   0.0223413579  -0.0088204790
  1 3   0.0026579412  -0.0028291549   0.0268291327   0.0026526017   0.0014327176
  1 4   0.0027270842  -0.0072686360  -0.0002323333   0.0015336638   0.0566300676
  1 5   0.0334628967   0.0023545302   0.0032185684  -0.0274030238   0.0012100178
  1 6   0.0532744071  -0.0005985409  -0.0005153141  -0.0028504300  -0.0003891321
  1 7  -0.0156857001  -0.0004675701  -0.0191023265   0.0002522471   0.2479326954
  1 8   0.0004084364  -0.0241877871   0.0010729466   0.0342546576   0.0027468335
  1 9  -0.0001905338  -0.0045126818  -0.0025919591  -0.0941750344   0.0025457148
  110   0.0091925610   0.1108753153  -0.0381484513   0.0000755481  -0.0030531098
  111  -0.0000272993  -0.0283359840  -0.0091301715   0.0009538138   0.0051823449
  112   0.0181828627  -0.0038811560   0.0031827803  -0.0639894211   0.0023962193
  113  -0.0201955007  -0.0057951311   0.0013660748  -0.0002092471  -0.0067195378
  114  -0.0065885834   0.0014256946  -0.0000135643  -0.0085788260   0.0007074599
  115   0.0009315272  -0.0001404181   0.0000690873  -0.0001220399   0.0000288654
  116  -0.0029788968   0.0000039170  -0.0002641260  -0.0008469466   0.0001879054
  117  -0.0002021514  -0.0014507923  -0.0000399538  -0.0001925867   0.0004247865
  118  -0.0000851290   0.0001492716  -0.0000446518  -0.0000353365   0.0090191856
  119   0.0000462640  -0.0000533045  -0.0000230541   0.0000757014  -0.0008323849
  120  -0.0075964480  -0.0032052178   0.0228297740   0.0007844262  -0.0016881947
  121   0.0006877019   0.0016488571  -0.0001459742   0.0001183192   0.0044784020
  122   0.0014617110  -0.0010052285   0.0001599369  -0.0006755488  -0.0003439676
  123   0.0002373473   0.0020636002   0.0009571887  -0.0030105370  -0.0013592443
  124   0.0001552901   0.0003914557   0.0004883335   0.0003436723  -0.0000401058
  125  -0.0000363799  -0.0010838863   0.0000118385  -0.0017608669  -0.0009487732
  126  -0.0004796745   0.0018598926   0.0002393694   0.0002481349  -0.0010824384
  127  -0.0025215557  -0.0000897753   0.0033431267   0.0006672767   0.0000520482
  128   0.0001158454  -0.0005818156   0.0000655820  -0.0022757115  -0.0013577179
  129   0.0001369425   0.0000865889  -0.0002339433   0.0001122423   0.0000473981
  130   0.0000137118   0.0000048237  -0.0017987481   0.0000540476   0.0004268673
  131  -0.0000255833   0.0013564329  -0.0000360587  -0.0012695463   0.0000931327
  132  -0.0004674558  -0.0000627156   0.0004968652  -0.0001130983  -0.0000056683
  133   0.0000001271  -0.0000125040  -0.0000098720  -0.0000165758  -0.0000106788
  134  -0.0000049461  -0.0000005466  -0.0000321243   0.0000012426   0.0000422310
  135   0.0000348752  -0.0000067845  -0.0000007291   0.0000002223  -0.0000037370
  136  -0.0000594221   0.0000034157   0.0000067778  -0.0000020466  -0.0000270316
  137   0.0000072237  -0.0000382670   0.0000187733
  2 1   0.0230873688   0.0392734913  -0.1034574057   0.0260739114   0.0292667734
  2 2   0.0012274759  -0.0090550284   0.0016885745   0.0023531632   0.0554225111
  2 3   0.0116453375  -0.0034075118   0.0033126497  -0.0227434105  -0.0009857952
  2 4  -0.0113688866  -0.0043401503   0.0010225956  -0.0147646945   0.0015294989
  2 5   0.0035166249  -0.0534931438  -0.0331621803  -0.0032410682   0.0604690884
  2 6  -0.0011203257   0.0009207398   0.0095078362  -0.0000082406  -0.0039021095
  2 7   0.0002022325   0.1090170962  -0.0081646536   0.0944722240   0.0000627780
  2 8  -0.2493629921  -0.0002648960  -0.0235681550  -0.0000868572   0.0002050783
  2 9   0.0334696573  -0.0013138776   0.0430134652  -0.0020332860  -0.0102098954
  210   0.0007362755  -0.0336002227  -0.0923077696  -0.0034080091  -0.0000180664
  211  -0.0003532823   0.0000626156  -0.0006871730   0.0040234979  -0.0025090998
  212   0.0038080711   0.0328821488  -0.0232383292  -0.0043032646  -0.0537495694
  213   0.0000393247  -0.0033434334  -0.0106009942  -0.0019193406  -0.0000683603
  214  -0.0001396659  -0.0015888342  -0.0064600149  -0.0000252936   0.0005854347
  215  -0.0003287088  -0.0013600805   0.0051373626  -0.0000540890   0.0002274397
  216  -0.0000034549   0.0020989971   0.0014749250  -0.0002811129   0.0003173447
  217  -0.0001422633  -0.0000133115   0.0004162822   0.0007244302   0.0003477746
  218   0.0007323562   0.0005245284  -0.0002731424  -0.0000043346   0.0000799864
  219   0.0003273973  -0.0000440394   0.0005601788   0.0000012515   0.0211251582
  220  -0.0028665156  -0.0003725754  -0.0004394140   0.0039447910   0.0011457786
  221   0.0038531822  -0.0002658422  -0.0046724026  -0.0079479303  -0.0009094828
  222   0.0024165343  -0.0004945876  -0.0036899600   0.0007889695  -0.0012621888
  223   0.0040275899  -0.0013279057   0.0022282965   0.0000596406  -0.0000450593
  224   0.0009016246  -0.0003215195   0.0001849950  -0.0002100639   0.0003525889
  225   0.0006337194   0.0000349609  -0.0009517930  -0.0000344963   0.0002002336
  226  -0.0003609026   0.0001964821  -0.0012743145  -0.0006657615   0.0000460998
  227   0.0000659105  -0.0017354892  -0.0002525239   0.0013072175  -0.0004561060
  228  -0.0005251681  -0.0001414717  -0.0002169863  -0.0000006374   0.0002357970
  229   0.0022695799  -0.0000163977  -0.0005783173  -0.0013362227  -0.0000746148
  230  -0.0001580746   0.0001957967   0.0000190463  -0.0009094417   0.0001676802
  231   0.0009422551  -0.0000090984  -0.0029846591   0.0000336719  -0.0001185629
  232  -0.0000081417  -0.0001856835  -0.0000743564   0.0012155920  -0.0000028120
  233   0.0000279440  -0.0000011705  -0.0000052133  -0.0000067363   0.0000104873
  234   0.0000037896   0.0000745699  -0.0000189179  -0.0000010302  -0.0000283994
  235   0.0000125422   0.0000167920  -0.0000125137  -0.0000067771  -0.0000119587
  236  -0.0000024081   0.0000466852   0.0000015463   0.0000134424   0.0000184281
  237  -0.0000092093  -0.0000132512  -0.0000341194
  3 1  -0.0565103894   0.0339025920  -0.0046939600   0.0048711536  -0.0232468735
  3 2  -0.0949983704  -0.0003836968  -0.0019057596   0.0039144519   0.0031942427
  3 3  -0.0007948294   0.0890771257  -0.0109947348  -0.0065951812   0.0409225018
  3 4  -0.0036209775   0.0078930813  -0.0004132109   0.0004205485   0.0118793010
  3 5   0.0087640492   0.0003757824  -0.0012528025   0.0080412289   0.0000345725
  3 6   0.0017735037   0.0003689241  -0.0014749924  -0.0193392662  -0.0000501779
  3 7   0.3238077462  -0.0074048649  -0.0690578542   0.0025383158   0.0432355646
  3 8  -0.0000106508   0.0167628230   0.0005456198   0.0272871271  -0.0103598077
  3 9   0.0003447953  -0.0668644688  -0.0027126107   0.0197442257  -0.0009762156
  310  -0.0405472464  -0.0336625893   0.0111039078   0.0000083903   0.0032767755
  311   0.0000603282  -0.0261690454   0.0450108413   0.0008132747   0.0002289145
  312   0.0300270981  -0.0024074028  -0.0007517570   0.0127159106  -0.0004687333
  313   0.0103109940  -0.0066443908   0.0016230544   0.0000521125   0.0035473023
  314   0.0047784854  -0.0013343379   0.0000807373   0.0007239305  -0.0000507955
  315   0.0046690522  -0.0008297095   0.0001343961   0.0006002543  -0.0000419251
  316   0.0026647397  -0.0000028330   0.0000652713  -0.0002771630   0.0007103153
  317   0.0016999688   0.0010227822   0.0000232421  -0.0001382184   0.0003165212
  318  -0.0008629340   0.0012128151  -0.0000171683   0.0002727974   0.0081827002
  319  -0.0000639247  -0.0000426001   0.0000676839   0.0002256428  -0.0008200027
  320  -0.0011714186  -0.0171640598  -0.0083837171  -0.0002318325  -0.0002037120
  321   0.0002400205   0.0001200774   0.0000156794  -0.0001304246  -0.0004264998
  322  -0.0001288287   0.0009629421  -0.0001874250   0.0004601691   0.0002598108
  323  -0.0002436869  -0.0032786526  -0.0015835045  -0.0032626159  -0.0016149198
  324  -0.0004266015  -0.0011985147   0.0000284077   0.0000899464  -0.0000271501
  325  -0.0000008328  -0.0004345452   0.0000135015  -0.0007076474   0.0011869242
  326   0.0005911884   0.0000627619   0.0000201100  -0.0005242368   0.0018920512
  327  -0.0011623659   0.0001001053   0.0003554619   0.0000279724   0.0000071286
  328   0.0000373564  -0.0002554243   0.0000603090  -0.0016748207   0.0021178242
  329  -0.0002332241   0.0001956280  -0.0004677088   0.0001592861   0.0002501351
  330  -0.0001069110  -0.0000166957  -0.0020163839   0.0000532164   0.0005361200
  331  -0.0000701760  -0.0025022572   0.0000084304  -0.0004087655  -0.0000227977
  332  -0.0000247441   0.0000228020  -0.0003541822  -0.0000410915   0.0000194557
  333   0.0000016981   0.0000006925   0.0000022462  -0.0000019745   0.0000003934
  334   0.0000002375   0.0000016785  -0.0000088604   0.0000076685   0.0000099959
  335   0.0000091682  -0.0000003155  -0.0000004309   0.0000019431   0.0000032169
  336  -0.0000151072  -0.0000039453   0.0000018843  -0.0000020453  -0.0000074141
  337   0.0000066548  -0.0000225717   0.0000082380
  4 1   0.0714376773  -0.0300432054  -0.0298899973  -0.0086339703  -0.1086057187
  4 2  -0.0296127615  -0.0265177872   0.0022939365   0.0069272523   0.0141823142
  4 3  -0.0266148466  -0.0227562620   0.0047037083   0.0000326122   0.0084202711
  4 4  -0.0285216195  -0.0325829154   0.0169873707  -0.0227466083   0.0625442093
  4 5   0.1572025269   0.0036974872  -0.0367188104  -0.0687349083   0.0514199487
  4 6  -0.0679558784  -0.0187526294   0.1294983122  -0.0166140982  -0.0874432752
  4 7  -0.0808723282  -0.1022974079   0.0278372132  -0.0169853148   0.1089394465
  4 8  -0.0229899163   0.0064018809  -0.0089418744   0.0205996748   0.0207989440
  4 9  -0.0674889395  -0.0557919573   0.0330925663   0.0877166237   0.1510917797
  410  -0.0143094120  -0.1458410479   0.0842811290  -0.0020714968   0.0076645976
  411  -0.0067211863   0.0139058169  -0.0025646290  -0.0001677220  -0.0331039311
  412  -0.0873706300   0.0220984508   0.0100667577   0.0004046497  -0.0798302090
  413   0.1366953858   0.0284685129   0.0675370514  -0.0782571336   0.0337174077
  414   0.0306336942   0.0073880188  -0.0195454855   0.0058112277   0.0186251914
  415  -0.0001114831  -0.0344829574  -0.0133459749   0.0003680114   0.0026087677
  416   0.0145493973  -0.0318255493  -0.0020995745   0.0017089149   0.0018047316
  417   0.0015769165   0.0072234281  -0.0055450169  -0.0004467799   0.0002325382
  418   0.0004873179   0.0014381935   0.0033294496   0.0030317264  -0.0737162419
  419   0.0010812211  -0.0002220550   0.0019519891   0.0003662306   0.0464077393
  420  -0.0343618033   0.0421728124  -0.0208623837  -0.0052256537  -0.0049214877
  421  -0.0062482901  -0.0030145096   0.0112192074  -0.0550795808  -0.0018368860
  422   0.0043034167   0.0000843516  -0.0083687637   0.0122564354  -0.0198353729
  423   0.0647703605   0.0009306859  -0.0176162633   0.0373122363   0.0230730726
  424   0.0011997377   0.0021568384  -0.0006217302   0.0007356214   0.0017627576
  425   0.0483875861  -0.0097624464  -0.0066989795   0.0558740901  -0.0073275703
  426   0.0031489373  -0.0026656157   0.0040622955  -0.0270611258  -0.0191402646
  427   0.1032988497   0.0957630233  -0.0221640110   0.0005556763   0.0114883453
  428  -0.0248430746  -0.0066274790  -0.0540577709   0.0554825038   0.0004578376
  429  -0.0018984905   0.0174823468   0.0149308389  -0.0092051324  -0.0070446989
  430  -0.0050182638  -0.0430078800   0.0340366373  -0.0212545537  -0.0023897967
  431   0.0138917236   0.0005731729   0.0021141070   0.0572466166   0.0002327202
  432  -0.0038065149   0.0010077379  -0.0030740219   0.0189962177  -0.0000376654
  433   0.0002676816   0.0000451296   0.0000177967  -0.0000091972  -0.0000811999
  434   0.0000455261  -0.0001466293  -0.0000466921  -0.0003216302  -0.0001412731
  435   0.0001518651  -0.0000192985  -0.0000270966   0.0002785794   0.0000067972
  436   0.0000275876  -0.0000201488   0.0004696089  -0.0008437981   0.0000908434
  437   0.0001303305  -0.0001636904   0.0001858771
  5 1   0.0271697777   0.0258464396  -0.1219861254  -0.0177838245   0.0314193037
  5 2  -0.0083767256   0.0008668545   0.0214299316  -0.0310287878   0.0516202822
  5 3   0.0217633004  -0.0330733644  -0.0028456492  -0.0298232823  -0.0137306394
  5 4  -0.0157514570  -0.0121596710   0.0085072659  -0.0415105148  -0.0177101912
  5 5  -0.0186229597   0.0082127725  -0.0032597893  -0.0125334779   0.1060380840
  5 6   0.0000797019  -0.0777286949  -0.0055598751   0.0011539533  -0.0191729735
  5 7  -0.0221493892   0.0006059455   0.0102454166  -0.0096792496  -0.0202812478
  5 8   0.0423495553   0.0002283305   0.0009522646   0.0169630303   0.0109055887
  5 9  -0.0071792623  -0.0271132285  -0.0013424827  -0.0966689141   0.0126981340
  510   0.1113185088  -0.1093336251   0.0350689090   0.0075553671  -0.0005290840
  511  -0.0003151399  -0.1783677129   0.0108209500  -0.0105486539   0.0327871367
  512   0.0990973157  -0.0454381580  -0.0207755152  -0.0060307820   0.1277252526
  513  -0.0014727322   0.0116372723   0.0355235413  -0.0411884501  -0.0024969167
  514   0.0058198009   0.0212426734   0.0795726658  -0.0043224350  -0.0219768310
  515   0.0002082907   0.0053653056   0.0110721941  -0.0005479507   0.0007449788
  516   0.0011510957  -0.0118006761  -0.0027697159   0.0002932175   0.0024255379
  517  -0.0000393946   0.0004197111  -0.0033745337  -0.0003051712  -0.0018288571
  518  -0.0041270561   0.0040947992   0.0012588314   0.0047113544   0.2118912888
  519  -0.0012863319   0.0003536444  -0.0053179854  -0.0034094132  -0.1363447478
  520   0.1189149986  -0.1730833390   0.0787766290   0.0034634433  -0.0157129068
  521   0.0171503133  -0.0510049251   0.0560787572   0.1580960228   0.0027693318
  522  -0.0112643691   0.0013968740   0.0315861464  -0.0056962101   0.0126563745
  523  -0.0515749681  -0.0022334511   0.0123673864  -0.0040888734   0.0019708795
  524  -0.0009137592   0.0007267934   0.0045311957  -0.0041853978  -0.0257183618
  525  -0.0231954904  -0.0063741611   0.0047651565   0.0282640871   0.0000515601
  526  -0.0105445196  -0.0011431516   0.0120861984  -0.0317850130  -0.0249982075
  527   0.1328709222   0.1010607217  -0.0274333586   0.0015362057   0.0658994605
  528   0.0024186712   0.0003527074   0.0103695292  -0.0172355921   0.0015404053
  529  -0.0000654263  -0.0258046770  -0.0143557775   0.0081265818   0.0039497209
  530   0.0089480357  -0.0277334968   0.0949304850   0.0561824822  -0.0127085235
  531  -0.0247642425   0.0018248785   0.0001916906  -0.0163613267   0.0120079337
  532   0.0003382931  -0.0451511788  -0.0041350032  -0.1139698084   0.0004533990
  533  -0.0000004137  -0.0000168701   0.0000345230  -0.0000043811   0.0000059461
  534  -0.0001956352  -0.0000082188   0.0000749612  -0.0002868217   0.0001605610
  535  -0.0000281348   0.0000177637   0.0000640413   0.0003211575  -0.0000399930
  536  -0.0000338243  -0.0001233523   0.0001707322   0.0003065764  -0.0001357845
  537  -0.0000016673  -0.0000605901   0.0000428061
  6 1  -0.0580924343   0.0602873069  -0.0094082630  -0.0551097987  -0.0123570432
  6 2  -0.0886373448   0.0005558903   0.0094362009  -0.0364311228  -0.0077036440
  6 3   0.0218695534   0.0605581663  -0.0071671507  -0.0049012816   0.0222323587
  6 4   0.0279837423   0.0135371675  -0.0184412836   0.0181104243   0.0594749710
  6 5  -0.0351951335  -0.0242244408  -0.0020864571   0.1487193360   0.0624115838
  6 6   0.0109662845  -0.0597817144  -0.1210482351   0.0193899582   0.0578569802
  6 7   0.0196583378  -0.1489647413   0.0068987721  -0.0955742276  -0.1015876733
  6 8  -0.0474741317  -0.0074038431   0.0152439406  -0.0027600228  -0.0106567000
  6 9   0.0485851194   0.0233922274  -0.0351553803  -0.1374769563  -0.1091255629
  610   0.0778744413   0.0621099754  -0.0248963956   0.0001934845  -0.0026684950
  611   0.0054648878   0.0211732273  -0.0053528032   0.0041624594  -0.0469081767
  612  -0.1120215028   0.0310496404   0.0278332468   0.0140412803  -0.1125294709
  613  -0.1050053882  -0.0153222948  -0.0356486438   0.0374999855  -0.0271063974
  614  -0.0206883059   0.0069367553   0.0744909637  -0.0087015613  -0.0342125364
  615  -0.0009808644   0.0320551989   0.0213959083  -0.0003998145  -0.0023831509
  616  -0.0113259786   0.0411882150   0.0046802393  -0.0024192361  -0.0021304217
  617  -0.0007555378  -0.0060968411   0.0066941906   0.0004688104   0.0013287041
  618   0.0026054427  -0.0012426040  -0.0042387418  -0.0066735558  -0.0901842771
  619   0.0012946890  -0.0004290587   0.0012496897   0.0009064185   0.0500687155
  620  -0.0449688609   0.0580473677  -0.0227930852  -0.0003029902  -0.0056167841
  621   0.0003834641  -0.0039214135   0.0119041120  -0.0289182385   0.0015494330
  622   0.0010304135   0.0014004585   0.0029034782   0.0157915290  -0.0249665707
  623   0.0641760722   0.0020088514  -0.0177089179   0.0460645489   0.0287892511
  624   0.0006149861   0.0032444401   0.0014085843  -0.0021972622  -0.0099041750
  625   0.0498484156  -0.0122005349  -0.0063017827   0.0680217053  -0.0080649378
  626  -0.0033566246  -0.0025239307   0.0063695968  -0.0321352139  -0.0255781152
  627   0.1258365313   0.1065544973  -0.0260275519   0.0016511182   0.0209880388
  628  -0.0301804312  -0.0080358061  -0.0703303729   0.0683281773  -0.0007240931
  629  -0.0011187631   0.0219896578   0.0194211135  -0.0093797478  -0.0061239494
  630  -0.0000017607  -0.0446007935   0.0415442913  -0.0246254195  -0.0050109450
  631   0.0079039162   0.0038954465   0.0024861494   0.0711700870   0.0078995667
  632  -0.0060356394  -0.0207471391  -0.0057308017  -0.0472360997  -0.0001031720
  633   0.0004309656   0.0000380612   0.0000080121   0.0000371593  -0.0000088780
  634   0.0000203098  -0.0001471823   0.0000287605  -0.0003946561  -0.0000103797
  635  -0.0000603068   0.0000490153   0.0000173253   0.0002286497  -0.0000925177
  636   0.0000541633  -0.0001606807   0.0005806557  -0.0006032148   0.0000497949
  637  -0.0001246172   0.0001567707  -0.0002189012






Output text



<comment class="example.output" id="normal">
        <module cmlx:lineCount="223" cmlx:templateRef="normal">
            <array dataType="xsd:double" size="366" dictRef="t:coordx">0.0620255999 0.0275995122 -0.0021577554 -0.004502309 -0.0987973762 -0.004145035 -0.0423379158 -0.0176741626 0.0223413579 -0.008820479 0.0026579412 -0.0028291549 0.0268291327 0.0026526017 0.0014327176 0.0027270842 -0.007268636 -2.323333E-4 0.0015336638 0.0566300676 0.0334628967 0.0023545302 0.0032185684 -0.0274030238 0.0012100178 0.0532744071 -5.985409E-4 -5.153141E-4 -0.00285043 -3.891321E-4 -0.0156857001 -4.675701E-4 -0.0191023265 2.522471E-4 0.2479326954 4.084364E-4 -0.0241877871 0.0010729466 0.0342546576 0.0027468335 -1.905338E-4 -0.0045126818 -0.0025919591 -0.0941750344 0.0025457148 0.009192561 0.1108753153 -0.0381484513 7.55481E-5 -0.0030531098 -2.72993E-5 -0.028335984 -0.0091301715 9.538138E-4 0.0051823449 0.0181828627 -0.003881156 0.0031827803 -0.0639894211 0.0023962193 -0.0201955007 -0.0057951311 0.0013660748 -2.092471E-4 -0.0067195378 -0.0065885834 0.0014256946 -1.35643E-5 -0.008578826 7.074599E-4 9.315272E-4
                -1.404181E-4 6.90873E-5 -1.220399E-4 2.88654E-5 -0.0029788968 3.917E-6 -2.64126E-4 -8.469466E-4 1.879054E-4 -2.021514E-4 -0.0014507923 -3.99538E-5 -1.925867E-4 4.247865E-4 -8.5129E-5 1.492716E-4 -4.46518E-5 -3.53365E-5 0.0090191856 4.6264E-5 -5.33045E-5 -2.30541E-5 7.57014E-5 -8.323849E-4 -0.007596448 -0.0032052178 0.022829774 7.844262E-4 -0.0016881947 6.877019E-4 0.0016488571 -1.459742E-4 1.183192E-4 0.004478402 0.001461711 -0.0010052285 1.599369E-4 -6.755488E-4 -3.439676E-4 2.373473E-4 0.0020636002 9.571887E-4 -0.003010537 -0.0013592443 1.552901E-4 3.914557E-4 4.883335E-4 3.436723E-4 -4.01058E-5 -3.63799E-5 -0.0010838863 1.18385E-5 -0.0017608669 -9.487732E-4 -4.796745E-4 0.0018598926 2.393694E-4 2.481349E-4 -0.0010824384 -0.0025215557 -8.97753E-5 0.0033431267 6.672767E-4 5.20482E-5 1.158454E-4 -5.818156E-4 6.5582E-5 -0.0022757115 -0.0013577179 1.369425E-4 8.65889E-5 -2.339433E-4 1.122423E-4 4.73981E-5 1.37118E-5 4.8237E-6 -0.0017987481 5.40476E-5 4.268673E-4 -2.55833E-5
                0.0013564329 -3.60587E-5 -0.0012695463 9.31327E-5 -4.674558E-4 -6.27156E-5 4.968652E-4 -1.130983E-4 -5.6683E-6 1.271E-7 -1.2504E-5 -9.872E-6 -1.65758E-5 -1.06788E-5 -4.9461E-6 -5.466E-7 -3.21243E-5 1.2426E-6 4.2231E-5 3.48752E-5 -6.7845E-6 -7.291E-7 2.223E-7 -3.737E-6 -5.94221E-5 3.4157E-6 6.7778E-6 -2.0466E-6 -2.70316E-5 7.2237E-6 -3.8267E-5 1.87733E-5 0.0714376773 -0.0300432054 -0.0298899973 -0.0086339703 -0.1086057187 -0.0296127615 -0.0265177872 0.0022939365 0.0069272523 0.0141823142 -0.0266148466 -0.022756262 0.0047037083 3.26122E-5 0.0084202711 -0.0285216195 -0.0325829154 0.0169873707 -0.0227466083 0.0625442093 0.1572025269 0.0036974872 -0.0367188104 -0.0687349083 0.0514199487 -0.0679558784 -0.0187526294 0.1294983122 -0.0166140982 -0.0874432752 -0.0808723282 -0.1022974079 0.0278372132 -0.0169853148 0.1089394465 -0.0229899163 0.0064018809 -0.0089418744 0.0205996748 0.020798944 -0.0674889395 -0.0557919573 0.0330925663 0.0877166237 0.1510917797 -0.014309412 -0.1458410479
                0.084281129 -0.0020714968 0.0076645976 -0.0067211863 0.0139058169 -0.002564629 -1.67722E-4 -0.0331039311 -0.08737063 0.0220984508 0.0100667577 4.046497E-4 -0.079830209 0.1366953858 0.0284685129 0.0675370514 -0.0782571336 0.0337174077 0.0306336942 0.0073880188 -0.0195454855 0.0058112277 0.0186251914 -1.114831E-4 -0.0344829574 -0.0133459749 3.680114E-4 0.0026087677 0.0145493973 -0.0318255493 -0.0020995745 0.0017089149 0.0018047316 0.0015769165 0.0072234281 -0.0055450169 -4.467799E-4 2.325382E-4 4.873179E-4 0.0014381935 0.0033294496 0.0030317264 -0.0737162419 0.0010812211 -2.22055E-4 0.0019519891 3.662306E-4 0.0464077393 -0.0343618033 0.0421728124 -0.0208623837 -0.0052256537 -0.0049214877 -0.0062482901 -0.0030145096 0.0112192074 -0.0550795808 -0.001836886 0.0043034167 8.43516E-5 -0.0083687637 0.0122564354 -0.0198353729 0.0647703605 9.306859E-4 -0.0176162633 0.0373122363 0.0230730726 0.0011997377 0.0021568384 -6.217302E-4 7.356214E-4 0.0017627576 0.0483875861 -0.0097624464
                -0.0066989795 0.0558740901 -0.0073275703 0.0031489373 -0.0026656157 0.0040622955 -0.0270611258 -0.0191402646 0.1032988497 0.0957630233 -0.022164011 5.556763E-4 0.0114883453 -0.0248430746 -0.006627479 -0.0540577709 0.0554825038 4.578376E-4 -0.0018984905 0.0174823468 0.0149308389 -0.0092051324 -0.0070446989 -0.0050182638 -0.04300788 0.0340366373 -0.0212545537 -0.0023897967 0.0138917236 5.731729E-4 0.002114107 0.0572466166 2.327202E-4 -0.0038065149 0.0010077379 -0.0030740219 0.0189962177 -3.76654E-5 2.676816E-4 4.51296E-5 1.77967E-5 -9.1972E-6 -8.11999E-5 4.55261E-5 -1.466293E-4 -4.66921E-5 -3.216302E-4 -1.412731E-4 1.518651E-4 -1.92985E-5 -2.70966E-5 2.785794E-4 6.7972E-6 2.75876E-5 -2.01488E-5 4.696089E-4 -8.437981E-4 9.08434E-5 1.303305E-4 -1.636904E-4 1.858771E-4
             </array>
             <array dataType="xsd:double" size="366" dictRef="t:coordy">0.0230873688 0.0392734913 -0.1034574057 0.0260739114 0.0292667734 0.0012274759 -0.0090550284 0.0016885745 0.0023531632 0.0554225111 0.0116453375 -0.0034075118 0.0033126497 -0.0227434105 -9.857952E-4 -0.0113688866 -0.0043401503 0.0010225956 -0.0147646945 0.0015294989 0.0035166249 -0.0534931438 -0.0331621803 -0.0032410682 0.0604690884 -0.0011203257 9.207398E-4 0.0095078362 -8.2406E-6 -0.0039021095 2.022325E-4 0.1090170962 -0.0081646536 0.094472224 6.2778E-5 -0.2493629921 -2.64896E-4 -0.023568155 -8.68572E-5 2.050783E-4 0.0334696573 -0.0013138776 0.0430134652 -0.002033286 -0.0102098954 7.362755E-4 -0.0336002227 -0.0923077696 -0.0034080091 -1.80664E-5 -3.532823E-4 6.26156E-5 -6.87173E-4 0.0040234979 -0.0025090998 0.0038080711 0.0328821488 -0.0232383292 -0.0043032646 -0.0537495694 3.93247E-5 -0.0033434334 -0.0106009942 -0.0019193406 -6.83603E-5 -1.396659E-4 -0.0015888342 -0.0064600149 -2.52936E-5 5.854347E-4 -3.287088E-4
                -0.0013600805 0.0051373626 -5.4089E-5 2.274397E-4 -3.4549E-6 0.0020989971 0.001474925 -2.811129E-4 3.173447E-4 -1.422633E-4 -1.33115E-5 4.162822E-4 7.244302E-4 3.477746E-4 7.323562E-4 5.245284E-4 -2.731424E-4 -4.3346E-6 7.99864E-5 3.273973E-4 -4.40394E-5 5.601788E-4 1.2515E-6 0.0211251582 -0.0028665156 -3.725754E-4 -4.39414E-4 0.003944791 0.0011457786 0.0038531822 -2.658422E-4 -0.0046724026 -0.0079479303 -9.094828E-4 0.0024165343 -4.945876E-4 -0.00368996 7.889695E-4 -0.0012621888 0.0040275899 -0.0013279057 0.0022282965 5.96406E-5 -4.50593E-5 9.016246E-4 -3.215195E-4 1.84995E-4 -2.100639E-4 3.525889E-4 6.337194E-4 3.49609E-5 -9.51793E-4 -3.44963E-5 2.002336E-4 -3.609026E-4 1.964821E-4 -0.0012743145 -6.657615E-4 4.60998E-5 6.59105E-5 -0.0017354892 -2.525239E-4 0.0013072175 -4.56106E-4 -5.251681E-4 -1.414717E-4 -2.169863E-4 -6.374E-7 2.35797E-4 0.0022695799 -1.63977E-5 -5.783173E-4 -0.0013362227 -7.46148E-5 -1.580746E-4 1.957967E-4 1.90463E-5 -9.094417E-4 1.676802E-4
                9.422551E-4 -9.0984E-6 -0.0029846591 3.36719E-5 -1.185629E-4 -8.1417E-6 -1.856835E-4 -7.43564E-5 0.001215592 -2.812E-6 2.7944E-5 -1.1705E-6 -5.2133E-6 -6.7363E-6 1.04873E-5 3.7896E-6 7.45699E-5 -1.89179E-5 -1.0302E-6 -2.83994E-5 1.25422E-5 1.6792E-5 -1.25137E-5 -6.7771E-6 -1.19587E-5 -2.4081E-6 4.66852E-5 1.5463E-6 1.34424E-5 1.84281E-5 -9.2093E-6 -1.32512E-5 -3.41194E-5 0.0271697777 0.0258464396 -0.1219861254 -0.0177838245 0.0314193037 -0.0083767256 8.668545E-4 0.0214299316 -0.0310287878 0.0516202822 0.0217633004 -0.0330733644 -0.0028456492 -0.0298232823 -0.0137306394 -0.015751457 -0.012159671 0.0085072659 -0.0415105148 -0.0177101912 -0.0186229597 0.0082127725 -0.0032597893 -0.0125334779 0.106038084 7.97019E-5 -0.0777286949 -0.0055598751 0.0011539533 -0.0191729735 -0.0221493892 6.059455E-4 0.0102454166 -0.0096792496 -0.0202812478 0.0423495553 2.283305E-4 9.522646E-4 0.0169630303 0.0109055887 -0.0071792623 -0.0271132285 -0.0013424827 -0.0966689141 0.012698134 0.1113185088
                -0.1093336251 0.035068909 0.0075553671 -5.29084E-4 -3.151399E-4 -0.1783677129 0.01082095 -0.0105486539 0.0327871367 0.0990973157 -0.045438158 -0.0207755152 -0.006030782 0.1277252526 -0.0014727322 0.0116372723 0.0355235413 -0.0411884501 -0.0024969167 0.0058198009 0.0212426734 0.0795726658 -0.004322435 -0.021976831 2.082907E-4 0.0053653056 0.0110721941 -5.479507E-4 7.449788E-4 0.0011510957 -0.0118006761 -0.0027697159 2.932175E-4 0.0024255379 -3.93946E-5 4.197111E-4 -0.0033745337 -3.051712E-4 -0.0018288571 -0.0041270561 0.0040947992 0.0012588314 0.0047113544 0.2118912888 -0.0012863319 3.536444E-4 -0.0053179854 -0.0034094132 -0.1363447478 0.1189149986 -0.173083339 0.078776629 0.0034634433 -0.0157129068 0.0171503133 -0.0510049251 0.0560787572 0.1580960228 0.0027693318 -0.0112643691 0.001396874 0.0315861464 -0.0056962101 0.0126563745 -0.0515749681 -0.0022334511 0.0123673864 -0.0040888734 0.0019708795 -9.137592E-4 7.267934E-4 0.0045311957 -0.0041853978 -0.0257183618 -0.0231954904
                -0.0063741611 0.0047651565 0.0282640871 5.15601E-5 -0.0105445196 -0.0011431516 0.0120861984 -0.031785013 -0.0249982075 0.1328709222 0.1010607217 -0.0274333586 0.0015362057 0.0658994605 0.0024186712 3.527074E-4 0.0103695292 -0.0172355921 0.0015404053 -6.54263E-5 -0.025804677 -0.0143557775 0.0081265818 0.0039497209 0.0089480357 -0.0277334968 0.094930485 0.0561824822 -0.0127085235 -0.0247642425 0.0018248785 1.916906E-4 -0.0163613267 0.0120079337 3.382931E-4 -0.0451511788 -0.0041350032 -0.1139698084 4.53399E-4 -4.137E-7 -1.68701E-5 3.4523E-5 -4.3811E-6 5.9461E-6 -1.956352E-4 -8.2188E-6 7.49612E-5 -2.868217E-4 1.60561E-4 -2.81348E-5 1.77637E-5 6.40413E-5 3.211575E-4 -3.9993E-5 -3.38243E-5 -1.233523E-4 1.707322E-4 3.065764E-4 -1.357845E-4 -1.6673E-6 -6.05901E-5 4.28061E-5
             </array>
             <array dataType="xsd:double" size="366" dictRef="t:coordz">-0.0565103894 0.033902592 -0.00469396 0.0048711536 -0.0232468735 -0.0949983704 -3.836968E-4 -0.0019057596 0.0039144519 0.0031942427 -7.948294E-4 0.0890771257 -0.0109947348 -0.0065951812 0.0409225018 -0.0036209775 0.0078930813 -4.132109E-4 4.205485E-4 0.011879301 0.0087640492 3.757824E-4 -0.0012528025 0.0080412289 3.45725E-5 0.0017735037 3.689241E-4 -0.0014749924 -0.0193392662 -5.01779E-5 0.3238077462 -0.0074048649 -0.0690578542 0.0025383158 0.0432355646 -1.06508E-5 0.016762823 5.456198E-4 0.0272871271 -0.0103598077 3.447953E-4 -0.0668644688 -0.0027126107 0.0197442257 -9.762156E-4 -0.0405472464 -0.0336625893 0.0111039078 8.3903E-6 0.0032767755 6.03282E-5 -0.0261690454 0.0450108413 8.132747E-4 2.289145E-4 0.0300270981 -0.0024074028 -7.51757E-4 0.0127159106 -4.687333E-4 0.010310994 -0.0066443908 0.0016230544 5.21125E-5 0.0035473023 0.0047784854 -0.0013343379 8.07373E-5 7.239305E-4 -5.07955E-5 0.0046690522 -8.297095E-4
                1.343961E-4 6.002543E-4 -4.19251E-5 0.0026647397 -2.833E-6 6.52713E-5 -2.77163E-4 7.103153E-4 0.0016999688 0.0010227822 2.32421E-5 -1.382184E-4 3.165212E-4 -8.62934E-4 0.0012128151 -1.71683E-5 2.727974E-4 0.0081827002 -6.39247E-5 -4.26001E-5 6.76839E-5 2.256428E-4 -8.200027E-4 -0.0011714186 -0.0171640598 -0.0083837171 -2.318325E-4 -2.03712E-4 2.400205E-4 1.200774E-4 1.56794E-5 -1.304246E-4 -4.264998E-4 -1.288287E-4 9.629421E-4 -1.87425E-4 4.601691E-4 2.598108E-4 -2.436869E-4 -0.0032786526 -0.0015835045 -0.0032626159 -0.0016149198 -4.266015E-4 -0.0011985147 2.84077E-5 8.99464E-5 -2.71501E-5 -8.328E-7 -4.345452E-4 1.35015E-5 -7.076474E-4 0.0011869242 5.911884E-4 6.27619E-5 2.011E-5 -5.242368E-4 0.0018920512 -0.0011623659 1.001053E-4 3.554619E-4 2.79724E-5 7.1286E-6 3.73564E-5 -2.554243E-4 6.0309E-5 -0.0016748207 0.0021178242 -2.332241E-4 1.95628E-4 -4.677088E-4 1.592861E-4 2.501351E-4 -1.06911E-4 -1.66957E-5 -0.0020163839 5.32164E-5 5.3612E-4 -7.0176E-5 -0.0025022572
                8.4304E-6 -4.087655E-4 -2.27977E-5 -2.47441E-5 2.2802E-5 -3.541822E-4 -4.10915E-5 1.94557E-5 1.6981E-6 6.925E-7 2.2462E-6 -1.9745E-6 3.934E-7 2.375E-7 1.6785E-6 -8.8604E-6 7.6685E-6 9.9959E-6 9.1682E-6 -3.155E-7 -4.309E-7 1.9431E-6 3.2169E-6 -1.51072E-5 -3.9453E-6 1.8843E-6 -2.0453E-6 -7.4141E-6 6.6548E-6 -2.25717E-5 8.238E-6 -0.0580924343 0.0602873069 -0.009408263 -0.0551097987 -0.0123570432 -0.0886373448 5.558903E-4 0.0094362009 -0.0364311228 -0.007703644 0.0218695534 0.0605581663 -0.0071671507 -0.0049012816 0.0222323587 0.0279837423 0.0135371675 -0.0184412836 0.0181104243 0.059474971 -0.0351951335 -0.0242244408 -0.0020864571 0.148719336 0.0624115838 0.0109662845 -0.0597817144 -0.1210482351 0.0193899582 0.0578569802 0.0196583378 -0.1489647413 0.0068987721 -0.0955742276 -0.1015876733 -0.0474741317 -0.0074038431 0.0152439406 -0.0027600228 -0.0106567 0.0485851194 0.0233922274 -0.0351553803 -0.1374769563 -0.1091255629 0.0778744413 0.0621099754 -0.0248963956 1.934845E-4
                -0.002668495 0.0054648878 0.0211732273 -0.0053528032 0.0041624594 -0.0469081767 -0.1120215028 0.0310496404 0.0278332468 0.0140412803 -0.1125294709 -0.1050053882 -0.0153222948 -0.0356486438 0.0374999855 -0.0271063974 -0.0206883059 0.0069367553 0.0744909637 -0.0087015613 -0.0342125364 -9.808644E-4 0.0320551989 0.0213959083 -3.998145E-4 -0.0023831509 -0.0113259786 0.041188215 0.0046802393 -0.0024192361 -0.0021304217 -7.555378E-4 -0.0060968411 0.0066941906 4.688104E-4 0.0013287041 0.0026054427 -0.001242604 -0.0042387418 -0.0066735558 -0.0901842771 0.001294689 -4.290587E-4 0.0012496897 9.064185E-4 0.0500687155 -0.0449688609 0.0580473677 -0.0227930852 -3.029902E-4 -0.0056167841 3.834641E-4 -0.0039214135 0.011904112 -0.0289182385 0.001549433 0.0010304135 0.0014004585 0.0029034782 0.015791529 -0.0249665707 0.0641760722 0.0020088514 -0.0177089179 0.0460645489 0.0287892511 6.149861E-4 0.0032444401 0.0014085843 -0.0021972622 -0.009904175 0.0498484156 -0.0122005349 -0.0063017827
                0.0680217053 -0.0080649378 -0.0033566246 -0.0025239307 0.0063695968 -0.0321352139 -0.0255781152 0.1258365313 0.1065544973 -0.0260275519 0.0016511182 0.0209880388 -0.0301804312 -0.0080358061 -0.0703303729 0.0683281773 -7.240931E-4 -0.0011187631 0.0219896578 0.0194211135 -0.0093797478 -0.0061239494 -1.7607E-6 -0.0446007935 0.0415442913 -0.0246254195 -0.005010945 0.0079039162 0.0038954465 0.0024861494 0.071170087 0.0078995667 -0.0060356394 -0.0207471391 -0.0057308017 -0.0472360997 -1.03172E-4 4.309656E-4 3.80612E-5 8.0121E-6 3.71593E-5 -8.878E-6 2.03098E-5 -1.471823E-4 2.87605E-5 -3.946561E-4 -1.03797E-5 -6.03068E-5 4.90153E-5 1.73253E-5 2.286497E-4 -9.25177E-5 5.41633E-5 -1.606807E-4 5.806557E-4 -6.032148E-4 4.97949E-5 -1.246172E-4 1.567707E-4 -2.189012E-4
             </array>
      </module>
    </comment>






Template definition



<record repeat="1" />
<record repeat="*">{I3,cc:index1}{I2,cc:index2}{1_5F,t:coord}</record>
<transform process="joinArrays" xpath="." from=".//cml:scalar[@dictRef='cc:index1' and number(text()) mod 3 = 1]/parent::cml:list/cml:array[@dictRef='t:coord']" />
<transform process="joinArrays" xpath="." from=".//cml:scalar[@dictRef='cc:index1' and number(text()) mod 3 = 2]/parent::cml:list/cml:array[@dictRef='t:coord']" />
<transform process="joinArrays" xpath="." from=".//cml:scalar[@dictRef='cc:index1' and number(text()) mod 3 = 0]/parent::cml:list/cml:array[@dictRef='t:coord']" />
<transform process="addDictRef" xpath="(.//cml:array)[1]" value="t:coordx" />
<transform process="addDictRef" xpath="(.//cml:array)[2]" value="t:coordy" />
<transform process="addDictRef" xpath="(.//cml:array)[3]" value="t:coordz" />
<transform process="pullup" xpath=".//cml:array" repeat="2" />
<transform process="delete" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	spectrum



	name

	Vibrational spectrum



	pattern

	\s*\u0024vibrational\sspectrum.*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	xml:base

	vibrations/spectrum.xml







Input



$vibrational spectrum
#  mode     symmetry     wave number   IR intensity    selection rules
#                         cm**(-1)        km/mol         IR     RAMAN
     1                        0.00         0.00000        -       -
     2                        0.00         0.00000        -       -
     3                        0.00         0.00000        -       -
     4                        0.00         0.00000        -       -
     5                        0.00         0.00000        -       -
     6                        0.00         0.00000        -       -
     7        a              36.62         0.50306       YES     YES
     8        a              40.17         0.08176       YES     YES
     9        a              41.40         0.13467       YES     YES
    10        a              43.34         2.45364       YES     YES
    11        a              48.07         0.70156       YES     YES
    12        a              64.06         0.75864       YES     YES
    13        a              85.33         0.08129       YES     YES
    14        a              89.16         0.86704       YES     YES
    15        a              96.72         0.73974       YES     YES
    16        a             120.05         5.13465       YES     YES
    17        a             121.35         1.09057       YES     YES
    18        a             133.89         0.24374       YES     YES
    19        a             157.66         6.51374       YES     YES
    20        a             173.90         1.37470       YES     YES
    21        a             189.50         1.55454       YES     YES
    22        a             193.76         5.83083       YES     YES
    23        a             207.50         0.38978       YES     YES
    24        a             211.56         2.80634       YES     YES
    25        a             231.14         0.49278       YES     YES
    26        a             231.71         0.96929       YES     YES
    27        a             251.61         0.07472       YES     YES
    28        a             269.06         7.55333       YES     YES
    29        a             272.67         3.52789       YES     YES
    30        a             289.02         0.92380       YES     YES
    31        a             350.20         1.67603       YES     YES
    32        a             368.38         0.10502       YES     YES
    33        a             370.32         0.69205       YES     YES
    34        a             378.01         0.25235       YES     YES
    35        a             389.35        14.29104       YES     YES
    36        a             396.46        43.39834       YES     YES
    37        a             428.05         1.71720       YES     YES
    38        a             437.37        15.54808       YES     YES
    39        a             441.86         4.48703       YES     YES
    40        a             447.58         3.70774       YES     YES
    41        a             454.55        24.35391       YES     YES
    42        a             470.84         1.64084       YES     YES
    43        a             476.33         9.66744       YES     YES
    44        a             480.21         1.95730       YES     YES
    45        a             483.98       113.27457       YES     YES
    46        a             487.49         2.60486       YES     YES
    47        a             499.32         7.66357       YES     YES
    48        a             499.76         2.07700       YES     YES
    49        a             545.87         8.54488       YES     YES
    50        a             567.00         0.06595       YES     YES
    51        a             570.17         0.32067       YES     YES
    52        a             644.03         3.16863       YES     YES
    53        a             659.30         8.86870       YES     YES
    54        a             663.14         0.04802       YES     YES
    55        a             663.60         0.34199       YES     YES
    56        a             665.63         1.55084       YES     YES
    57        a             667.34         7.24006       YES     YES
    58        a             674.63         0.46597       YES     YES
    59        a             678.43         5.96902       YES     YES
    60        a             683.62        46.07586       YES     YES
    61        a             707.67        11.11572       YES     YES
    62        a             762.06        18.94156       YES     YES
    63        a             762.35         4.78970       YES     YES
    64        a             765.78        65.91267       YES     YES
    65        a             770.99        53.64301       YES     YES
    66        a             774.51        48.51363       YES     YES
    67        a             775.34         5.30979       YES     YES
    68        a             783.41        82.28102       YES     YES
    69        a             787.25         0.81957       YES     YES
    70        a             788.42         1.76938       YES     YES
    71        a             790.23        67.49253       YES     YES
    72        a             790.73         1.36736       YES     YES
    73        a             793.33       110.01385       YES     YES
    74        a             840.88         0.30885       YES     YES
    75        a             842.01         0.16147       YES     YES
    76        a             874.59         0.35831       YES     YES
    77        a             887.15       165.77529       YES     YES
    78        a             921.03         0.18631       YES     YES
    79        a             922.91         0.52549       YES     YES
    80        a             924.70         2.62152       YES     YES
    81        a             925.64         1.25774       YES     YES
    82        a             974.86         0.01019       YES     YES
    83        a             975.08         1.39581       YES     YES
    84        a            1002.34         0.17983       YES     YES
    85        a            1003.05         0.03377       YES     YES
    86        a            1006.63         0.15445       YES     YES
    87        a            1007.22         0.35904       YES     YES
    88        a            1009.10         0.68753       YES     YES
    89        a            1014.32         0.18807       YES     YES
    90        a            1029.71        47.20371       YES     YES
    91        a            1045.78         0.02031       YES     YES
    92        a            1046.05         0.18437       YES     YES
    93        a            1048.83         0.11820       YES     YES
    94        a            1049.30         0.10023       YES     YES
    95        a            1053.82        55.89307       YES     YES
    96        a            1054.13        17.14658       YES     YES
    97        a            1056.44         6.68461       YES     YES
    98        a            1060.49        11.43227       YES     YES
    99        a            1062.73         0.15656       YES     YES
   100        a            1065.70         5.85511       YES     YES
   101        a            1067.07        14.10847       YES     YES
   102        a            1069.28         4.89277       YES     YES
   103        a            1071.75         1.90627       YES     YES
   104        a            1080.98        68.53581       YES     YES
   105        a            1098.55         3.51996       YES     YES
   106        a            1099.27        13.73476       YES     YES
   107        a            1104.86        11.75431       YES     YES
   108        a            1106.76         0.55624       YES     YES
   109        a            1140.42        14.68352       YES     YES
   110        a            1140.85        18.01342       YES     YES
   111        a            1149.83       182.75683       YES     YES
   112        a            1155.00         1.65086       YES     YES
   113        a            1155.15        12.49293       YES     YES
   114        a            1166.76         1.44401       YES     YES
   115        a            1172.59        43.08788       YES     YES
   116        a            1179.40         4.96498       YES     YES
   117        a            1179.75        10.14214       YES     YES
   118        a            1188.70         1.55687       YES     YES
   119        a            1189.73         1.41295       YES     YES
   120        a            1194.67        56.28829       YES     YES
   121        a            1268.12       195.68296       YES     YES
   122        a            1299.28         2.67109       YES     YES
   123        a            1305.83        12.61172       YES     YES
   124        a            1315.24         4.83227       YES     YES
   125        a            1325.02         4.68102       YES     YES
   126        a            1325.32        10.27509       YES     YES
   127        a            1353.05         0.58298       YES     YES
   128        a            1354.58        11.65330       YES     YES
   129        a            1371.85         3.42663       YES     YES
   130        a            1373.54        34.09342       YES     YES
   131        a            1376.06        29.80549       YES     YES
   132        a            1376.99       124.11764       YES     YES
   133        a            1388.14         3.93706       YES     YES
   134        a            1388.89         4.22487       YES     YES
   135        a            1410.95        30.09804       YES     YES
   136        a            1474.02        66.67929       YES     YES
   137        a            1474.90        25.47718       YES     YES
   138        a            1480.50        12.48980       YES     YES
   139        a            1483.42        16.35389       YES     YES
   140        a            1496.98        76.60798       YES     YES
   141        a            1497.78        32.79911       YES     YES
   142        a            1510.26        53.02153       YES     YES
   143        a            1517.56        28.34557       YES     YES
   144        a            1517.98        10.35080       YES     YES
   145        a            1547.59         8.52136       YES     YES
   146        a            1548.26        17.60833       YES     YES
   147        a            1587.94        18.86752       YES     YES
   148        a            1590.62       316.46147       YES     YES
   149        a            1640.96       258.78896       YES     YES
   150        a            1645.88         4.55152       YES     YES
   151        a            1648.12        33.15028       YES     YES
   152        a            1661.32         6.34182       YES     YES
   153        a            1662.24         0.05988       YES     YES
   154        a            1668.39        14.44724       YES     YES
   155        a            1681.53        68.96780       YES     YES
   156        a            1683.27        67.26224       YES     YES
   157        a            1690.23       214.39761       YES     YES
   158        a            1692.51        33.61017       YES     YES
   159        a            1697.55       327.97234       YES     YES
   160        a            3223.16         2.95376       YES     YES
   161        a            3224.73         3.33212       YES     YES
   162        a            3225.22         0.50373       YES     YES
   163        a            3225.85         1.72424       YES     YES
   164        a            3227.83         3.44863       YES     YES
   165        a            3227.95         1.85920       YES     YES
   166        a            3229.90        20.08225       YES     YES
   167        a            3231.15         0.89031       YES     YES
   168        a            3237.21         4.44297       YES     YES
   169        a            3237.88         2.55868       YES     YES
   170        a            3238.10         4.70313       YES     YES
   171        a            3240.20         4.96990       YES     YES
   172        a            3241.00         0.72098       YES     YES
   173        a            3242.50         5.41098       YES     YES
   174        a            3243.83         0.45160       YES     YES
   175        a            3244.11        10.41806       YES     YES
   176        a            3248.13         5.78452       YES     YES
   177        a            3248.38         4.15018       YES     YES
   178        a            3248.70         1.96708       YES     YES
   179        a            3249.37         0.08464       YES     YES
   180        a            3251.10        11.41194       YES     YES
   181        a            3253.64         3.60516       YES     YES
   182        a            3259.38         2.00534       YES     YES
   183        a            3260.55         1.04592       YES     YES






Input



$vibrational spectrum
#  mode     symmetry     wave number   IR intensity    selection rules
#                         cm**(-1)        km/mol         IR     RAMAN
     1                       -0.00         0.00000        -       -
     2                        0.00         0.00000        -       -
     3                        0.00         0.00000        -       -
     4                        0.00         0.00000        -       -
     5                        0.00         0.00000        -       -
     6                        0.00         0.00000        -       -
     7        a1"             1.32         0.00000       NO      NO
     8        e1'            23.48         3.52749       YES     NO
     9        e1'            23.48         3.52749       YES     NO
    10        e1"           130.45         0.00000       NO      YES
    11        e1"           130.45         0.00000       NO      YES
    12        e1'           203.11         0.36540       YES     NO
    13        e1'           203.11         0.36540       YES     NO
    14        a1'           224.51         0.00000       NO      YES
    15        a2"           355.19        91.94174       YES     NO
    16        e2"           630.26         0.00000       NO      NO
    17        e2"           630.26         0.00000       NO      NO
    18        e2'           637.67         0.00000       NO      YES
    19        e2'           637.67         0.00000       NO      YES
    20        e1"           763.08         0.00000       NO      YES
    21        e1"           763.08         0.00000       NO      YES
    22        e1'           780.70         0.00143       YES     NO
    23        e1'           780.70         0.00143       YES     NO
    24        a2"           783.92       427.43367       YES     NO
    25        a1'           795.26         0.00000       NO      YES
    26        e2"           856.47         0.00000       NO      NO
    27        e2"           856.47         0.00000       NO      NO
    28        e2'           857.60         0.00000       NO      YES
    29        e2'           857.60         0.00000       NO      YES
    30        e2"           887.67         0.00000       NO      NO
    31        e2"           887.67         0.00000       NO      NO
    32        e2'           896.55         0.00000       NO      YES
    33        e2'           896.55         0.00000       NO      YES
    34        e1"          1030.52         0.00000       NO      YES
    35        e1"          1030.52         0.00000       NO      YES
    36        e1'          1032.77        40.98600       YES     NO
    37        e1'          1032.77        40.98600       YES     NO
    38        e2"          1074.66         0.00000       NO      NO
    39        e2"          1074.66         0.00000       NO      NO
    40        e2'          1077.32         0.00000       NO      YES
    41        e2'          1077.32         0.00000       NO      YES
    42        a2"          1153.32         2.23427       YES     NO
    43        a1'          1155.11         0.00000       NO      YES
    44        a1"          1280.88         0.00000       NO      NO
    45        a2'          1281.05         0.00000       NO      NO
    46        e2"          1394.66         0.00000       NO      NO
    47        e2"          1394.66         0.00000       NO      NO
    48        e2'          1396.95         0.00000       NO      YES
    49        e2'          1396.95         0.00000       NO      YES
    50        e1"          1467.60         0.00000       NO      YES
    51        e1"          1467.60         0.00000       NO      YES
    52        e1'          1471.56         0.21692       YES     NO
    53        e1'          1471.56         0.21692       YES     NO
    54        e2"          3230.84         0.00000       NO      NO
    55        e2"          3230.84         0.00000       NO      NO
    56        e2'          3231.19         0.00000       NO      YES
    57        e2'          3231.19         0.00000       NO      YES
    58        e1"          3247.32         0.00000       NO      YES
    59        e1"          3247.32         0.00000       NO      YES
    60        e1'          3247.47         4.71260       YES     NO
    61        e1'          3247.47         4.71260       YES     NO
    62        a2"          3260.43         1.26653       YES     NO
    63        a1'          3260.58         0.00000       NO      YES
$end






Output text



<comment class="example.output" id="spectrum">
       <module cmlx:templateRef="spectrum">
          <array dataType="xsd:double" size="183" dictRef="cc:frequency">0.0 0.0 0.0 0.0 0.0 0.0 36.62 40.17 41.4 43.34 48.07 64.06 85.33 89.16 96.72 120.05 121.35 133.89 157.66 173.9 189.5 193.76 207.5 211.56 231.14 231.71 251.61 269.06 272.67 289.02 350.2 368.38 370.32 378.01 389.35 396.46 428.05 437.37 441.86 447.58 454.55 470.84 476.33 480.21 483.98 487.49 499.32 499.76 545.87 567.0 570.17 644.03 659.3 663.14 663.6 665.63 667.34 674.63 678.43 683.62 707.67 762.06 762.35 765.78 770.99 774.51 775.34 783.41 787.25 788.42 790.23 790.73 793.33 840.88 842.01 874.59 887.15 921.03 922.91 924.7 925.64 974.86 975.08 1002.34 1003.05 1006.63 1007.22 1009.1 1014.32 1029.71 1045.78 1046.05 1048.83 1049.3 1053.82 1054.13 1056.44 1060.49 1062.73 1065.7 1067.07 1069.28 1071.75 1080.98 1098.55 1099.27 1104.86 1106.76 1140.42 1140.85 1149.83 1155.0 1155.15 1166.76 1172.59 1179.4 1179.75 1188.7 1189.73 1194.67 1268.12 1299.28 1305.83 1315.24 1325.02 1325.32 1353.05 1354.58 1371.85 1373.54 1376.06 1376.99 1388.14 1388.89 1410.95 1474.02 1474.9 1480.5 1483.42 1496.98 1497.78 1510.26 1517.56 1517.98 1547.59 1548.26 1587.94 1590.62 1640.96 1645.88 1648.12 1661.32 1662.24 1668.39 1681.53 1683.27 1690.23 1692.51 1697.55 3223.16 3224.73 3225.22 3225.85 3227.83 3227.95 3229.9 3231.15 3237.21 3237.88 3238.1 3240.2 3241.0 3242.5 3243.83 3244.11 3248.13 3248.38 3248.7 3249.37 3251.1 3253.64 3259.38 3260.55</array>
          <array dataType="xsd:double" size="183" dictRef="cc:irintensity">0.0 0.0 0.0 0.0 0.0 0.0 0.50306 0.08176 0.13467 2.45364 0.70156 0.75864 0.08129 0.86704 0.73974 5.13465 1.09057 0.24374 6.51374 1.3747 1.55454 5.83083 0.38978 2.80634 0.49278 0.96929 0.07472 7.55333 3.52789 0.9238 1.67603 0.10502 0.69205 0.25235 14.29104 43.39834 1.7172 15.54808 4.48703 3.70774 24.35391 1.64084 9.66744 1.9573 113.27457 2.60486 7.66357 2.077 8.54488 0.06595 0.32067 3.16863 8.8687 0.04802 0.34199 1.55084 7.24006 0.46597 5.96902 46.07586 11.11572 18.94156 4.7897 65.91267 53.64301 48.51363 5.30979 82.28102 0.81957 1.76938 67.49253 1.36736 110.01385 0.30885 0.16147 0.35831 165.77529 0.18631 0.52549 2.62152 1.25774 0.01019 1.39581 0.17983 0.03377 0.15445 0.35904 0.68753 0.18807 47.20371 0.02031 0.18437 0.1182 0.10023 55.89307 17.14658 6.68461 11.43227 0.15656 5.85511 14.10847 4.89277 1.90627 68.53581 3.51996 13.73476 11.75431 0.55624 14.68352 18.01342 182.75683 1.65086 12.49293 1.44401 43.08788 4.96498 10.14214 1.55687 1.41295 56.28829 195.68296 2.67109 12.61172 4.83227 4.68102 10.27509 0.58298 11.6533 3.42663 34.09342 29.80549 124.11764 3.93706 4.22487 30.09804 66.67929 25.47718 12.4898 16.35389 76.60798 32.79911 53.02153 28.34557 10.3508 8.52136 17.60833 18.86752 316.46147 258.78896 4.55152 33.15028 6.34182 0.05988 14.44724 68.9678 67.26224 214.39761 33.61017 327.97234 2.95376 3.33212 0.50373 1.72424 3.44863 1.8592 20.08225 0.89031 4.44297 2.55868 4.70313 4.9699 0.72098 5.41098 0.4516 10.41806 5.78452 4.15018 1.96708 0.08464 11.41194 3.60516 2.00534 1.04592</array>
      </module>
    </comment>






Output text



<comment class="example.output" id="spectrum2">
       <module cmlx:templateRef="spectrum">
            <array dataType="xsd:double" dictRef="cc:frequency" size="63">-0.00 0.0000 0.0000 0.0000 0.0000 0.0000 1.32 23.48 23.48 130.45 130.45 203.11 203.11 224.51 355.19 630.26 630.26 637.67 637.67 763.08 763.08 780.70 780.70 783.92 795.26 856.47 856.47 857.60 857.60 887.67 887.67 896.55 896.55 1030.52 1030.52 1032.77 1032.77 1074.66 1074.66 1077.32 1077.32 1153.32 1155.11 1280.88 1281.05 1394.66 1394.66 1396.95 1396.95 1467.60 1467.60 1471.56 1471.56 3230.84 3230.84 3231.19 3231.19 3247.32 3247.32 3247.47 3247.47 3260.43 3260.58</array>
            <array dataType="xsd:double" dictRef="cc:irintensity" size="63">0.00000 0 0 0 0 0 0.00000 3.52749 3.52749 0.00000 0.00000 0.36540 0.36540 0.00000 91.94174 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00143 0.00143 427.43367 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 40.98600 40.98600 0.00000 0.00000 0.00000 0.00000 2.23427 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.21692 0.21692 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 4.71260 4.71260 1.26653 0.00000</array>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*1.*" endPattern="~">    <record repeat="*">\s*\S+\s+(?:\w+\S*\s+)?{F,cc:frequency}{F,cc:irintensity}.*</record>
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:frequency']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:irintensity']" />
<transform process="pullup" xpath=".//cml:array" repeat="3" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />








          

      

      

    

  

  
    

    dispersion
    

    

   


  

    
      
          
            
  
dispersion


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	dispersion



	name

	Empirical dispersion correction



	pattern

	\s*\u0024\s*(?i:(disp3|olddisp|disp))\s*



	endPattern

	.*



	xml:base

	dispersion.xml







Input



$disp3






Output text



<comment class="example.output" id="dispersion">
        <module cmlx:templateRef="dispersion">
            <scalar dataType="xsd:string" dictRef="t:correction">disp3</scalar>
        </module>
    </comment>






Template definition



<record>\s*\u0024{X,t:correction}</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    soes
    

    

   


  

    
      
          
            
  
soes


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	soes



	name

	Soes section



	pattern

	\s*\u0024soes.*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	endOffset

	0



	xml:base

	soes.xml







Input



$soes
a  4






Input



$soes
b1g  17
eu   23
t2g  all






Output text



<comment class="example.output" name="soes">
        <module cmlx:templateRef="soes">
            <scalar dataType="xsd:string" dictRef="t:soes">soes</scalar>
            <array dataType="xsd:string" dictRef="t:irrep" size="1">a</array>
            <array dataType="xsd:string" dictRef="t:lowest" size="1">4</array>
        </module>
    </comment>






Output text



<comment class="example.output" name="soes2">
       <module cmlx:templateRef="soes">
            <scalar dataType="xsd:string" dictRef="t:soes">soes</scalar>
            <array dataType="xsd:string" dictRef="t:irrep" size="3">b1g eu t2g</array>
            <array dataType="xsd:string" dictRef="t:lowest" size="3">17 23 all</array>
        </module>
    </comment>






Template definition



<record>\s*\u0024{X,t:soes}</record>
<record repeat="*" makeArray="true">{A,t:irrep}{A,t:lowest}</record>
<transform process="addChild" xpath="." elementName="cml:list" id="soes" />
<transform process="addAttribute" xpath=".//cml:list" name="cmlx:templateRef" value="soes" />
<transform process="addAttribute" xpath=".//cml:list" name="dictRef" value="t:soes" />
<transform process="move" xpath=".//cml:scalar" to=".//cml:list[@id='soes']" />
<transform process="move" xpath=".//cml:array" to=".//cml:list[@id='soes']" />
<transform process="delete" xpath=".//cml:list[count(*) = 0]" />
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parameters


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	parameters



	name

	Control parameters



	pattern

	\s*\u0024(?i:(scfinstab|ricc2|statpt|exopt)).*



	pattern2

	\s*\u0024(?i:(ri|rij|rir12))\s*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	repeat

	*



	xml:base

	parameters.xml







Input



$scfinstab rpas






Input



$rij






Input



$rir12
  ansatz      2
  ccsdapprox  ccsd(f12)
  no_f12metric
  r12model    B
  comaprox    F+K
  cabs        svd  1.0000E-08
  examp       fixed  noflip
  corrfac     LCG
  cabsingles  on






Input



$ricc2
  mp2
  ccsd
  ccsd(t)






Output text



<comment class="example.output" id="parameters">
        <module cmlx:templateRef="parameters">
            <scalar dataType="xsd:string" dictRef="t:scfinstab">rpas</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="parameters2">
        <module cmlx:templateRef="parameters">
            <scalar dataType="xsd:string" dictRef="t:rir12">rir12</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="parameters3">
        <module cmlx:templateRef="parameters">
            <scalar dataType="xsd:string" dictRef="t:ri">rir12</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="parameters4">
        <module cmlx:templateRef="parameters">
            <scalar dataType="xsd:string" dictRef="t:ricc2">ricc2</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*\s*\u0024(?i:scfinstab).*" endPattern="\s*\u0024.*" endPattern2="~" repeat="*">    <record>\s*\u0024(?i:scfinstab){X,t:scfinstab}</record>
        </template>  <template pattern="\s*\u0024(?i:exopt).*" endPattern="\s*\u0024.*" endPattern2="~" repeat="*">    <record>\s*\u0024(?i:exopt){I,t:exopt}</record>
        </template>  <template id="ricc2" pattern="\s*\u0024ricc2.*" endPattern="\s*\u0024.*" endPattern2="~" repeat="*">    <record>\s*\u0024{X,t:ricc2}</record>    <record repeat="*" />
        </template>  <template pattern="\s*\u0024(?i:(ri|rij))\s*" endPattern="\s*\u0024.*" endPattern2="~" repeat="*">    <record>\s*\u0024{X,t:ri}</record>
        </template>  <template pattern="\s*\u0024(?i:rir12)\s*" endPattern="\s*\u0024.*" endPattern2="~" repeat="*">    <record>\s*\u0024{X,t:rir12}</record>
        </template>  <template id="statpt" pattern="\s*\u0024(?i:(statpt)).*" endPattern="\s*\u0024.*" endPattern2="~" repeat="*">    <templateList>      <template pattern="\s*(?i:(itrvec)).*" endPattern=".*" endPattern2="~">        <record>\s*(?i:(itrvec)){I,t:itrvec}</record>
                </template>
            </templateList>    <transform process="addChild" xpath="." elementName="cml:list" id="statpt" />    <transform process="addAttribute" xpath=".//cml:list" name="cmlx:templateRef" value="parameters" />    <transform process="addAttribute" xpath=".//cml:list" name="dictRef" value="t:statpt" />    <transform process="move" xpath=".//cml:scalar" to=".//cml:list[@id='statpt']" />
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:list[@id='statpt']" />
<transform process="pullup" xpath=".//cml:list[not(@id='statpt')]/*" repeat="2" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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orbitals.control



	restrictedorbitals

	unrestrictedorbitals








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	orbitals.control



	name

	Orbital section



	pattern

	\s*\u0024(?i:(closed|alpha|beta))\sshell.*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	repeat

	*



	xml:base

	orbitals.xml







Comment



$closed shells
 a       1-39                                   ( 2 )






Comment



$alpha shells
 ag      1-16                                   ( 1 )
 b1g     1-3                                    ( 1 )
 b2g     1-11                                   ( 1 )
 b3g     1-4                                    ( 1 )
 au      1-3                                    ( 1 )
 b1u     1-15                                   ( 1 )
 b2u     1-4                                    ( 1 )
 b3u     1-11                                   ( 1 )
$beta shells
 ag      1-16                                   ( 1 )
 b1g     1-2                                    ( 1 )
 b2g     1-11                                   ( 1 )
 b3g     1-4                                    ( 1 )
 au      1-2                                    ( 1 )
 b1u     1-15                                   ( 1 )
 b2u     1-4                                    ( 1 )
 b3u     1-11                                   ( 1 )






Template definition



<templateList>  <xi:include href="orbitals/restricted.xml" />  <xi:include href="orbitals/unrestricted.xml" />
    </templateList>








          

      

      

    

  

  
    

    restrictedorbitals
    

    

   


  

    
      
          
            
  
restrictedorbitals


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	restrictedorbitals



	name

	Restricted orbitals sections



	pattern

	\s*\u0024closed\sshell.*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	xml:base

	orbitals/restricted.xml







Input



$closed shells
a1      1-57                                   ( 2 )
a2      1-32                                   ( 2 )
e       1-84                                   ( 2 )
$scfiterlimit       40






Output text



<comment class="example.output" id="restrictedorbitals">
       <module cmlx:templateRef="restrictedorbitals">
         <array dataType="xsd:string" dictRef="t:label" size="3">a1 a2 e</array>
         <array dataType="xsd:string" dictRef="t:mosrange" size="3">1-57 1-32 1-84</array>
      </module>
    </comment>






Template definition



<record repeat="1" />
<record repeat="*" makeArray="true">{A,t:label}{X,t:mosrange}\(.*\).*</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    unrestrictedorbitals
    

    

   


  

    
      
          
            
  
unrestrictedorbitals


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole control file



	id

	unrestrictedorbitals



	name

	Unrestricted orbitals sections



	pattern

	\s*\u0024(alpha|beta)\sshells.*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	repeat

	*



	xml:base

	orbitals/unrestricted.xml







Input



$alpha shells
a1      1-57                                   ( 1 )
a2      1-32                                   ( 1 )
e       1-84                                   ( 1 )
$beta shells






Input



$beta shells
a1      1-57                                   ( 1 )
a2      1-32                                   ( 1 )
e       1-84                                   ( 1 )
$scfiterlimit       50






Output text



<comment class="example.output" id="unrestrictedorbitals">
     <module cmlx:templateRef="unrestrictedorbitals">
         <scalar dataType="xsd:string" dictRef="t:spintype">alpha</scalar>
         <array dataType="xsd:string" dictRef="t:label" size="3">a1 a2 e</array>
         <array dataType="xsd:string" dictRef="t:mosrange" size="3">1-57 1-32 1-84</array>
      </module>
    </comment>






Output text



<comment class="example.output" id="unrestrictedorbitals2">
      <module cmlx:templateRef="unrestrictedorbitals">
         <scalar dataType="xsd:string" dictRef="t:spintype">beta</scalar>
         <array dataType="xsd:string" dictRef="t:label" size="3">a1 a2 e</array>
         <array dataType="xsd:string" dictRef="t:mosrange" size="3">1-57 1-32 1-84</array>
      </module>
    </comment>






Template definition



<record id="spinType">\s*\u0024{A,t:spintype}\sshells.*</record>
<record repeat="*" makeArray="true">{A,t:label}{X,t:mosrange}\(.*\).*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />
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turbomole.coord



	coord

	restrictions








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole coord file



	id

	turbomole.coord



	name

	Turbomole coord file



	xml:base

	topTemplate.xml







Template definition



<templateList id="init">  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/coord/templates/geometry.xml" />  <xi:include href="JUMBO_HOME/jumbo-converters-compchem/jumbo-converters-compchem-turbomole/src/main/resources/org/xmlcml/cml/converters/compchem/turbomole/coord/templates/restrictions.xml" />
    </templateList>
<transform process="delete" xpath="//node()[count(*)!=0]/text()" />
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coord


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	Turbomole coord file



	id

	coord



	pattern

	\s*\u0024coord.*



	endPattern

	\s*\u0024.*



	endPattern2

	~



	xml:base

	geometry.xml







Input



 $coord
 0.00000037685842      0.07866298166049      0.00000054034659  fe
 1.52740502759041     -2.69705186740936      1.92437562092059  n
-1.52740489934826     -2.69705074540448     -1.92437564937764  n
 1.77137261691918      2.82221843644650      1.88785314045350  n
-1.77137235744183      2.82221772725339     -1.88785264642404  n
 3.19827548938260      0.13442737860953     -1.95697332042875  n
-3.19827435978457      0.13442775213859      1.95697495527244  n
 1.19039011116769     -9.11298580293163      1.63144176925056  h
-1.19039462129127     -9.11298484020169     -1.63144273997296  h
 4.08414880520878     -8.70520095040660      5.27862531440302  h
-4.08414957284153     -8.70519726951407     -5.27862896431597  h
 5.35320473779842     -4.31550574739281      6.76344307998224  h
-5.35320390921665     -4.31550093121459     -6.76344479682577  h
 3.61694109576971     -0.60500395270409      4.51988903573552  h
-3.61693869125719     -0.60500080755533     -4.51988921323139  h
 1.34055608211228      7.01677072833620      6.65505499856825  h
-1.34055985071239      7.01676340509252     -6.65506066728911  h
 7.51403389910493      5.58893715830442      1.52088382903444  h
-7.51403364457010      5.58893624337791     -1.52088288481497  h
 5.75804587296380      8.00511798543840      5.15377364572557  h
-5.75804644265806      8.00511633123658     -5.15377356507942  h
 1.08838447931542      3.63585540757822     -4.43592630782562  h
-1.08838383501949      3.63585506270547      4.43592756137219  h
 8.77015963087170      3.22046779077819     -1.47935775833655  h
-8.77016044372550      3.22046405536060      1.47935627107002  h
 9.79734678962983      0.38350265969761     -5.09000563918534  h
-9.79734678457725      0.38349999114723      5.09000519088103  h
 6.46754432451455     -2.65448170035549     -6.64468664868218  h
-6.46754134769719     -2.65447860781796      6.64469122144949  h
 2.26128506419479     -2.69526753634993     -4.49037490987498  h
-2.26128211448934     -2.69526395429759      4.49037952298527  h
 0.82476504102230     -5.05900384193731      1.06435432946773  c
-0.82476672459129     -5.05900324690595     -1.06435455212247  c
 1.75736982845738     -7.24501610197377      2.29787766711831  c
-1.75737244113428     -7.24501461922942     -2.29787877368171  c
 3.36496091111168     -7.01927609482219      4.32582663945483  c
-3.36496223005144     -7.01927311842379     -4.32582862535002  c
 4.07649680892098     -4.57834831511428      5.16460353493272  c
-4.07649649130451     -4.57834470854445     -5.16460505094440  c
 3.11535640695825     -2.51322389266332      3.91019681712375  c
-3.11535535157598     -2.51322122424265     -3.91019739870428  c
 0.82477014821196      4.12609063848713      3.83325272963714  c
-0.82477042287184      4.12608925094202     -3.83325293829268  c
 4.13339184273605      3.32813359013326      1.05580003898144  c
-4.13339159365155      3.32813265203853     -1.05579947246377  c
 2.18670088429156      6.00400799344061      5.06705128382920  c
-2.18670236466055      6.00400459080191     -5.06705322004795  c
 5.60887277233708      5.18959569136544      2.20175655150295  c
-5.60887280168220      5.18959441895569     -2.20175614585670  c
 4.62523088485233      6.54221632570719      4.23234417304585  c
-4.62523179273252      6.54221384131814     -4.23234498263590  c
 4.96153963699394      1.77104412512086     -1.09464327279428  c
-4.96153915841629      1.77104331421845      1.09464400934576  c
 7.35362021032222      1.90130601955813     -2.19101259615738  c
-7.35362015239938      1.90130402150021      2.19101253330257  c
 7.92921183487442      0.31104812063294     -4.20881641297187  c
-7.92921125127792      0.31104685872170      4.20881707247278  c
 6.09761410594475     -1.36899555676748     -5.07171255799581  c
-6.09761214548932     -1.36899416780941      5.07171548311173  c
 3.75120875727131     -1.40290235672080     -3.88440444554573  c
-3.75120668123897     -1.40290044706984      3.88440759645252  c






Output text



<comment class="example.output" id="coord">
      <module cmlx:lineCount="62" cmlx:templateRef="coord">
        <molecule id="initial">
          <atomArray>
            <atom id="a1" x3="1.9942480812034E-7" y3="0.04162664064615312" z3="2.8593898745642996E-7" elementType="Fe" />
            <atom id="a2" x3="0.8082676102852104" y3="-1.427217816040083" z3="1.018335317951895" elementType="N" />
            <atom id="a3" x3="-0.8082675424224143" y3="-1.4272172223009065" z3="-1.0183353330107114" elementType="N" />
            <atom id="a4" x3="0.9373696473034409" y3="1.4934530855434496" z3="0.9990084613057617" elementType="N" />
            <atom id="a5" x3="-0.9373695099939954" y3="1.4934527102547672" z3="-0.9990081998767342" elementType="N" />
            <atom id="a6" x3="1.6924538286450161" y3="0.07113587693045526" z3="-1.0355852707845248" elementType="N" />
            <atom id="a7" x3="-1.6924532308877196" y3="0.07113607459344265" z3="1.035586135906204" elementType="N" />
            <atom id="a8" x3="0.6299270678573847" y3="-4.822382488237952" z3="0.8633214611267036" elementType="H" />
            <atom id="a9" x3="-0.6299294545110503" y3="-4.82238197878341" z3="-0.8633219748106711" elementType="H" />
            <atom id="a10" x3="2.161237612293967" y3="-4.606592123333313" z3="2.793327107999847" elementType="H" />
            <atom id="a11" x3="-2.161238018507562" y3="-4.6065901754896466" z3="-2.793329039449832" elementType="H" />
            <atom id="a12" x3="2.832792823533955" y3="-2.283666384888085" z3="3.5790585187357618" elementType="H" />
            <atom id="a13" x3="-2.832792385067539" y3="-2.283663836277343" z3="-3.57905942724987" elementType="H" />
            <atom id="a14" x3="1.914002038236128" y3="-0.3201541766800923" z3="2.3918213202634155" elementType="H" />
            <atom id="a15" x3="-1.914000765823406" y3="-0.3201525123397069" z3="-2.3918214141901473" elementType="H" />
            <atom id="a16" x3="0.70939144586393" y3="3.7131136837087655" z3="3.521702038977351" elementType="H" />
            <atom id="a17" x3="-0.7093934401204304" y3="3.7131098084166445" z3="-3.5217050387340496" elementType="H" />
            <atom id="a18" x3="3.9762539166266495" y3="2.957536998620058" z3="0.8048167419969579" elementType="H" />
            <atom id="a19" x3="-3.9762537819326718" y3="2.9575365144619923" z3="-0.8048162423377314" elementType="H" />
            <atom id="a20" x3="3.047025440917365" y3="4.236124320180336" z3="2.72725847652412" elementType="H" />
            <atom id="a21" x3="-3.047025742386464" y3="4.23612344481478" z3="-2.727258433848032" elementType="H" />
            <atom id="a22" x3="0.575948033610696" y3="1.9240110570160196" z3="-2.3473901757962383" elementType="H" />
            <atom id="a23" x3="-0.5759476926641087" y3="1.9240108745172926" z3="2.3473908391442513" elementType="H" />
            <atom id="a24" x3="4.640966762985793" y3="1.7041974841206302" z3="-0.7828421004832605" elementType="H" />
            <atom id="a25" x3="-4.640967193129328" y3="1.7041955074235562" z3="0.78284131345602" elementType="H" />
            <atom id="a26" x3="5.184530582095944" y3="0.20294078695080217" z3="-2.6935139141271804" elementType="H" />
            <atom id="a27" x3="-5.184530579422236" y3="0.20293937481531774" z3="2.6935136768948507" elementType="H" />
            <atom id="a28" x3="3.4224757030136357" y3="-1.4046906627490172" z3="-3.51621534668969" elementType="H" />
            <atom id="a29" x3="-3.422474127750356" y3="-1.4046890262492846" z3="3.516217766492977" elementType="H" />
            <atom id="a30" x3="1.1966200464154064" y3="-1.426273589083047" z3="-2.376203123682912" elementType="H" />
            <atom id="a31" x3="-1.1966184854991253" y3="-1.4262716935433357" z3="2.3762055648347764" elementType="H" />
            <atom id="a32" x3="0.43644669011305764" y3="-2.67710847606486" z3="0.5632318310047449" elementType="C" />
            <atom id="a33" x3="-0.43644758101904507" y3="-2.6771081611879497" z3="-0.5632319488285124" elementType="C" />
            <atom id="a34" x3="0.929959693713591" y3="-3.833895885794174" z3="1.215984010252666" elementType="C" />
            <atom id="a35" x3="-0.9299610762821149" y3="-3.8338951011599667" z3="-1.2159845958205664" elementType="C" />
            <atom id="a36" x3="1.7806599200593454" y3="-3.714439466029722" z3="2.2891279635867883" elementType="C" />
            <atom id="a37" x3="-1.7806606180119309" y3="-3.714437890988146" z3="-2.2891290144768477" elementType="C" />
            <atom id="a38" x3="2.1571883518543773" y3="-2.4227566263472293" z3="2.732989404805092" elementType="C" />
            <atom id="a39" x3="-2.1571881837790468" y3="-2.4227547178334268" z3="-2.7329902070436045" elementType="C" />
            <atom id="a40" x3="1.648574957364946" y3="-1.3299402798478979" z3="2.069186221095095" elementType="C" />
            <atom id="a41" x3="-1.6485743988809223" y3="-1.3299388677810529" z3="-2.069186528854135" elementType="C" />
            <atom id="a42" x3="0.4364493927203604" y3="2.183432265802704" z3="2.028469179711193" elementType="C" />
            <atom id="a43" x3="-0.4364495380640517" y3="2.1834315315457458" z3="-2.0284692901269055" elementType="C" />
            <atom id="a44" x3="2.187295895163535" y3="1.761171748825948" z3="0.5587050972280815" elementType="C" />
            <atom id="a45" x3="-2.187295763353746" y3="1.7611712524077932" z3="-0.5587047974399605" elementType="C" />
            <atom id="a46" x3="1.157151813846755" y3="3.177182937944922" z3="2.681366997222885" elementType="C" />
            <atom id="a47" x3="-1.157152597223976" y3="3.1771811373467824" z3="-2.681368021825314" elementType="C" />
            <atom id="a48" x3="2.9680864670470193" y3="2.7462146791696895" z3="1.1651189266546766" elementType="C" />
            <atom id="a49" x3="-2.9680864825757816" y3="2.746214005839715" z3="-1.165118711996011" elementType="C" />
            <atom id="a50" x3="2.4475658039535015" y3="3.4619904085887536" z3="2.2396591924598837" elementType="C" />
            <atom id="a51" x3="-2.4475662843828165" y3="3.4619890939072095" z3="-2.2396596208763175" elementType="C" />
            <atom id="a52" x3="2.6255326604855425" y3="0.9371958169990813" z3="-0.5792600431674587" elementType="C" />
            <atom id="a53" x3="-2.625532407233257" y3="0.9371953878881768" z3="0.5792604329335612" elementType="C" />
            <atom id="a54" x3="3.8913666820376815" y3="1.0061274155117126" z3="-1.1594334725967739" elementType="C" />
            <atom id="a55" x3="-3.8913666513862464" y3="1.0061263581854165" z3="1.159433439335454" elementType="C" />
            <atom id="a56" x3="4.195956531143341" y3="0.1645995113321773" z3="-2.227208842967215" elementType="C" />
            <atom id="a57" x3="-4.195956222317496" y3="0.16459884355777304" z3="2.227209191959928" elementType="C" />
            <atom id="a58" x3="3.226717139741525" y3="-0.7244409617435448" z3="-2.683833636302549" elementType="C" />
            <atom id="a59" x3="-3.2267161023136017" y3="-0.7244402267388802" z3="2.6838351842066164" elementType="C" />
            <atom id="a60" x3="1.9850533965465602" y3="-0.7423836604224429" z3="-2.055537491280553" elementType="C" />
            <atom id="a61" x3="-1.9850522979579945" y3="-0.7423826498790768" z3="2.0555391586679552" elementType="C" />
          </atomArray>
          <formula formalCharge="0" concise="C 30 H 24 Fe 1 N 6">
            <atomArray elementType="C H Fe N" count="30.0 24.0 1.0 6.0" />
          </formula>
          <bondArray>
            <bond atomRefs2="a1 a2" id="a1_a2" order="S" />
            <bond atomRefs2="a1 a3" id="a1_a3" order="S" />
            <bond atomRefs2="a1 a4" id="a1_a4" order="S" />
            <bond atomRefs2="a1 a5" id="a1_a5" order="S" />
            <bond atomRefs2="a1 a6" id="a1_a6" order="S" />
            <bond atomRefs2="a1 a7" id="a1_a7" order="S" />
            <bond atomRefs2="a2 a32" id="a2_a32" order="S" />
            <bond atomRefs2="a2 a40" id="a2_a40" order="S" />
            <bond atomRefs2="a3 a33" id="a3_a33" order="S" />
            <bond atomRefs2="a3 a41" id="a3_a41" order="S" />
            <bond atomRefs2="a4 a42" id="a4_a42" order="S" />
            <bond atomRefs2="a4 a44" id="a4_a44" order="S" />
            <bond atomRefs2="a5 a43" id="a5_a43" order="S" />
            <bond atomRefs2="a5 a45" id="a5_a45" order="S" />
            <bond atomRefs2="a6 a52" id="a6_a52" order="S" />
            <bond atomRefs2="a6 a60" id="a6_a60" order="S" />
            <bond atomRefs2="a7 a53" id="a7_a53" order="S" />
            <bond atomRefs2="a7 a61" id="a7_a61" order="S" />
            <bond atomRefs2="a8 a34" id="a8_a34" order="S" />
            <bond atomRefs2="a9 a35" id="a9_a35" order="S" />
            <bond atomRefs2="a10 a36" id="a10_a36" order="S" />
            <bond atomRefs2="a11 a37" id="a11_a37" order="S" />
            <bond atomRefs2="a12 a38" id="a12_a38" order="S" />
            <bond atomRefs2="a13 a39" id="a13_a39" order="S" />
            <bond atomRefs2="a14 a40" id="a14_a40" order="S" />
            <bond atomRefs2="a15 a41" id="a15_a41" order="S" />
            <bond atomRefs2="a16 a46" id="a16_a46" order="S" />
            <bond atomRefs2="a17 a47" id="a17_a47" order="S" />
            <bond atomRefs2="a18 a48" id="a18_a48" order="S" />
            <bond atomRefs2="a19 a49" id="a19_a49" order="S" />
            <bond atomRefs2="a20 a50" id="a20_a50" order="S" />
            <bond atomRefs2="a21 a51" id="a21_a51" order="S" />
            <bond atomRefs2="a22 a43" id="a22_a43" order="S" />
            <bond atomRefs2="a23 a42" id="a23_a42" order="S" />
            <bond atomRefs2="a24 a54" id="a24_a54" order="S" />
            <bond atomRefs2="a25 a55" id="a25_a55" order="S" />
            <bond atomRefs2="a26 a56" id="a26_a56" order="S" />
            <bond atomRefs2="a27 a57" id="a27_a57" order="S" />
            <bond atomRefs2="a28 a58" id="a28_a58" order="S" />
            <bond atomRefs2="a29 a59" id="a29_a59" order="S" />
            <bond atomRefs2="a30 a60" id="a30_a60" order="S" />
            <bond atomRefs2="a31 a61" id="a31_a61" order="S" />
            <bond atomRefs2="a32 a33" id="a32_a33" order="D" />
            <bond atomRefs2="a32 a34" id="a32_a34" order="S" />
            <bond atomRefs2="a33 a35" id="a33_a35" order="S" />
            <bond atomRefs2="a34 a36" id="a34_a36" order="D" />
            <bond atomRefs2="a35 a37" id="a35_a37" order="D" />
            <bond atomRefs2="a36 a38" id="a36_a38" order="S" />
            <bond atomRefs2="a37 a39" id="a37_a39" order="S" />
            <bond atomRefs2="a38 a40" id="a38_a40" order="D" />
            <bond atomRefs2="a39 a41" id="a39_a41" order="D" />
            <bond atomRefs2="a42 a46" id="a42_a46" order="D" />
            <bond atomRefs2="a43 a47" id="a43_a47" order="D" />
            <bond atomRefs2="a44 a48" id="a44_a48" order="S" />
            <bond atomRefs2="a44 a52" id="a44_a52" order="D" />
            <bond atomRefs2="a45 a49" id="a45_a49" order="S" />
            <bond atomRefs2="a45 a53" id="a45_a53" order="D" />
            <bond atomRefs2="a46 a50" id="a46_a50" order="S" />
            <bond atomRefs2="a47 a51" id="a47_a51" order="S" />
            <bond atomRefs2="a48 a50" id="a48_a50" order="D" />
            <bond atomRefs2="a49 a51" id="a49_a51" order="D" />
            <bond atomRefs2="a52 a54" id="a52_a54" order="S" />
            <bond atomRefs2="a53 a55" id="a53_a55" order="S" />
            <bond atomRefs2="a54 a56" id="a54_a56" order="D" />
            <bond atomRefs2="a55 a57" id="a55_a57" order="D" />
            <bond atomRefs2="a56 a58" id="a56_a58" order="S" />
            <bond atomRefs2="a57 a59" id="a57_a59" order="S" />
            <bond atomRefs2="a58 a60" id="a58_a60" order="D" />
            <bond atomRefs2="a59 a61" id="a59_a61" order="D" />
          </bondArray>
          <property dictRef="cml:molmass">
            <scalar dataType="xsd:double" units="unit:dalton">524.3967600000001</scalar>
          </property>
        </molecule>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record id="atom" repeat="*">{F,cc:x3}{F,cc:y3}{F,cc:z3}{A,cc:elementType}</record>
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:x3']" args="operator=multiply operand=0.529177" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:y3']" args="operator=multiply operand=0.529177" />
<transform process="operateScalar" xpath=".//cml:scalar[@dictRef='cc:z3']" args="operator=multiply operand=0.529177" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:x3']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:y3']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:z3']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:elementType']" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="createMolecule" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:array" id="initial" />
<transform process="delete" xpath=".//cml:molecule/cml:atomArray/cml:atom/cml:scalar" />
<transform process="pullup" xpath=".//cml:molecule" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:molecule[count(*)=0]" />
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Comment



$redundant
     number_of_atoms            68
     degrees_of_freedom        198
     internal_coordinates      198
     frozen_coordinates          0
# definitions of redundant internals
   1 f  1.0000000000000 stre  55   57           val=   2.19340
   2 f  1.0000000000000 stre  57   60           val=   2.30673
   3 f  1.0000000000000 linc  60   55   57    1 val=  -1.84763
   4 f  1.0000000000000 linp  60   55   57    1 val=  -2.66224
   5 f  1.0000000000000 stre  56   58           val=   2.19340
   6 f  1.0000000000000 stre  58   59           val=   2.30671
   7 f  1.0000000000000 linc  59   56   58    2 val=  -1.84809
   8 f  1.0000000000000 linp  59   56   58    2 val=   2.66239
   9 k  1.0000000000000 stre  61   15           val=   1.95270
  10 k  1.0000000000000 stre  61   17           val=   1.95854
  11 k  0.0901115637342 bend  17   15   61      val=  -1.05682
       -0.5216759656276 bend   3   15   61
       -0.5118039701353 bend   3   17   61
        0.4819414623604 bend   1   15   61
        0.4748928468397 bend   1   17   61
  12 k  0.9149075761664 bend  17   15   61      val=   9.93856
       -0.2142761060757 bend   3   15   61
       -0.0610790116765 bend   3   17   61
       -0.2705615293693 bend   1   15   61
       -0.2002390835883 bend   1   17   61
  13 k  0.1067912273733 bend  17   15   61      val=   1.41292
        0.6255752306802 bend   3   15   61
       -0.6715925493983 bend   3   17   61
        0.2384955726821 bend   1   15   61
       -0.2988888989562 bend   1   17   61
  14 k -0.0017555161716 bend  17   15   61      val=  -4.19207
        0.2698876026402 bend   3   15   61
       -0.2720576854983 bend   3   17   61
       -0.6464906137241 bend   1   15   61
        0.6596909141652 bend   1   17   61
  15 k  1.0000000000000 stre  62   16           val=   1.95266
  16 k  1.0000000000000 stre  62   18           val=   1.95846
  17 k  0.0901323179616 bend  18   16   62      val=  -1.05527
       -0.5216819629280 bend   4   16   62
       -0.5117995322841 bend   4   18   62
        0.4819400306716 bend   2   16   62
        0.4748885557734 bend   2   18   62
  18 k  0.9148946299744 bend  18   16   62      val=   9.93785
       -0.2143237185699 bend   4   16   62
       -0.0610074579533 bend   4   18   62
       -0.2705987775678 bend   2   16   62
       -0.2002187587497 bend   2   18   62
  19 k  0.1068778722405 bend  18   16   62      val=   1.41358
        0.6255571589115 bend   4   16   62
       -0.6716036919996 bend   4   18   62
        0.2384630458927 bend   2   16   62
       -0.2988966677567 bend   2   18   62
  20 k -0.0017611734625 bend  18   16   62      val=  -4.19182
        0.2698777173211 bend   4   16   62
       -0.2720502865497 bend   4   18   62
       -0.6464900385032 bend   2   16   62
        0.6596985581808 bend   2   18   62
  21 k  1.0000000000000 stre  63   19           val=   1.95545
  22 k  1.0000000000000 stre  63   21           val=   1.95424
  23 k  0.0761752329912 bend  21   19   63      val=  -1.87206
       -0.5166321891538 bend   7   19   63
       -0.5127138707903 bend   7   21   63
        0.4812738947215 bend   1   19   63
        0.4824815436550 bend   1   21   63
  24 k  0.9185559533472 bend  21   19   63      val=   8.86418
       -0.1494369875398 bend   7   19   63
       -0.1541123934625 bend   7   21   63
       -0.2363428799429 bend   1   19   63
       -0.2330557027989 bend   1   21   63
  25 k  0.0018097861089 bend  21   19   63      val=   1.51950
       -0.6294069654732 bend   7   19   63
        0.6324410028960 bend   7   21   63
       -0.3207508320157 bend   1   19   63
        0.3177748858944 bend   1   21   63
  26 k -0.0027815251811 bend  21   19   63      val=   1.69653
        0.3200906501478 bend   7   19   63
       -0.3184251798933 bend   7   21   63
       -0.6293090068102 bend   1   19   63
        0.6325423444822 bend   1   21   63
  27 k  1.0000000000000 stre  64   20           val=   1.95540
  28 k  1.0000000000000 stre  64   22           val=   1.95417
  29 k  0.0761701509645 bend  22   20   64      val=  -1.87122
       -0.5166308258135 bend   8   20   64
       -0.5127143078207 bend   8   22   64
        0.4812721843775 bend   2   20   64
        0.4824850474593 bend   2   22   64
  30 k  0.9185578552282 bend  22   20   64      val=   8.86398
       -0.1494170196615 bend   8   20   64
       -0.1541341039401 bend   8   22   64
       -0.2363291184977 bend   2   20   64
       -0.2330606071105 bend   2   22   64
  31 k  0.0018373851702 bend  22   20   64      val=   1.51931
       -0.6294156986620 bend   8   20   64
        0.6324356768679 bend   8   22   64
       -0.3207576017285 bend   2   20   64
        0.3177611962647 bend   2   22   64
  32 k -0.0027837120900 bend  22   20   64      val=   1.69643
        0.3200887949817 bend   8   20   64
       -0.3184200076719 bend   8   22   64
       -0.6293128837475 bend   2   20   64
        0.6325420202151 bend   2   22   64
  33 k  1.0000000000000 stre  65   25           val=   1.95394
  34 k  1.0000000000000 stre  65   23           val=   1.95524
  35 k  0.0790544307309 bend  23   25   65      val=  -1.44083
       -0.5162722298507 bend   9   25   65
       -0.5148235230401 bend   9   23   65
        0.4813404514636 bend   1   25   65
        0.4800848795539 bend   1   23   65
  36 k  0.9246613930457 bend  23   25   65      val=  11.29535
       -0.1633918417586 bend   9   25   65
       -0.1196481270825 bend   9   23   65
       -0.2372628305055 bend   1   25   65
       -0.2183920538932 bend   1   23   65
  37 k  0.0308235551809 bend  23   25   65      val=   1.01249
        0.6485434933029 bend   9   25   65
       -0.6596755843726 bend   9   23   65
        0.2596632563868 bend   1   25   65
       -0.2753985519311 bend   1   23   65
  38 k -0.0003231738712 bend  23   25   65      val=  -0.96709
        0.2673807604774 bend   9   25   65
       -0.2680125560622 bend   9   23   65
       -0.6535290757735 bend   1   25   65
        0.6554208124532 bend   1   23   65
  39 k  1.0000000000000 stre  66   26           val=   1.95389
  40 k  1.0000000000000 stre  66   24           val=   1.95519
  41 k  0.0790703312934 bend  24   26   66      val=  -1.43944
       -0.5162804372329 bend  10   26   66
       -0.5148166718295 bend  10   24   66
        0.4813407276753 bend   2   26   66
        0.4800805048397 bend   2   24   66
  42 k  0.9246535282831 bend  24   26   66      val=  11.29430
       -0.1635061081535 bend  10   26   66
       -0.1195167431949 bend  10   24   66
       -0.2373277916236 bend   2   26   66
       -0.2183411840427 bend   2   24   66
  43 k  0.0310004000563 bend  24   26   66      val=   1.01415
        0.6485086469847 bend  10   26   66
       -0.6597064487284 bend  10   24   66
        0.2596146274876 bend   2   26   66
       -0.2754326717787 bend   2   24   66
  44 k -0.0003310937164 bend  24   26   66      val=  -0.96688
        0.2673746673095 bend  10   26   66
       -0.2680082053480 bend  10   24   66
       -0.6535241192837 bend   2   26   66
        0.6554300153629 bend   2   24   66
  45 k  1.0000000000000 stre  67   27           val=   1.95218
  46 k  1.0000000000000 stre  67   29           val=   1.95827
  47 k  0.0912971032419 bend  29   27   67      val=  -0.79064
       -0.5190401965866 bend  13   27   67
       -0.5172276863363 bend  13   29   67
        0.4779885724328 bend   1   27   67
        0.4756727429419 bend   1   29   67
  48 k  0.9119017824193 bend  29   27   67      val=   6.37093
       -0.1686809156766 bend  13   27   67
       -0.1278490375218 bend  13   29   67
       -0.2586814963624 bend   1   27   67
       -0.2381604395182 bend   1   29   67
  49 k  0.0289222503044 bend  29   27   67      val=   0.95428
        0.6284076008951 bend  13   27   67
       -0.6398088561897 bend  13   29   67
        0.3035474105954 bend   1   27   67
       -0.3205791441074 bend   1   29   67
  50 k  0.0000981097553 bend  29   27   67      val=  -2.68562
        0.3113994418040 bend  13   27   67
       -0.3130633369512 bend  13   29   67
       -0.6332156089294 bend   1   27   67
        0.6356569182222 bend   1   29   67
  51 k  1.0000000000000 stre  68   28           val=   1.95213
  52 k  1.0000000000000 stre  68   30           val=   1.95819
  53 k  0.0912871568129 bend  30   28   68      val=  -0.79015
       -0.5190319227589 bend  14   28   68
       -0.5172348911890 bend  14   30   68
        0.4779883814404 bend   2   28   68
        0.4756760375538 bend   2   30   68
  54 k  0.9119070599952 bend  30   28   68      val=   6.37108
       -0.1686160551693 bend  14   28   68
       -0.1279234539037 bend  14   30   68
       -0.2586348513919 bend   2   28   68
       -0.2381968586211 bend   2   30   68
  55 k  0.0288176829438 bend  30   28   68      val=   0.95383
        0.6284312794675 bend  14   28   68
       -0.6397887982497 bend  14   30   68
        0.3035746017769 bend   2   28   68
       -0.3205564270559 bend   2   30   68
  56 k  0.0001051650787 bend  30   28   68      val=  -2.68563
        0.3114017727407 bend  14   28   68
       -0.3130627897856 bend  14   30   68
       -0.6332216833983 bend   2   28   68
        0.6356499934714 bend   2   30   68
  57 k  1.0000000000000 stre   3   33           val=   2.10330
  58 k  1.0000000000000 stre   3   31           val=   2.10607
  59 k -0.0065337581881 bend  31   33    3      val=  -0.14685
        0.4951956827860 bend  61   33    3
        0.5087035307726 bend  61   31    3
       -0.4963120442764 bend   5   33    3
       -0.4996334839057 bend   5   31    3
  60 k  0.0151822119709 bend  31   33    3      val=   0.38589
        0.5110927767924 bend  61   33    3
       -0.5061276548353 bend  61   31    3
        0.4882493947462 bend   5   33    3
       -0.4939645731134 bend   5   31    3
  61 k -0.8937621640193 bend  31   33    3      val=   1.57426
        0.2288096574834 bend  61   33    3
        0.2119207874083 bend  61   31    3
        0.2331732313868 bend   5   33    3
        0.2226098803708 bend   5   31    3
  62 k -0.0020542979954 bend  31   33    3      val=   0.98139
       -0.4941456191772 bend  61   33    3
        0.4880788448388 bend  61   31    3
        0.5140068684023 bend   5   33    3
       -0.5033804399892 bend   5   31    3
  63 k  1.0000000000000 stre   4   34           val=   2.10326
  64 k  1.0000000000000 stre   4   32           val=   2.10604
  65 k -0.0065169715618 bend  32   34    4      val=  -0.14606
        0.4952070938945 bend  62   34    4
        0.5086896635710 bend  62   32    4
       -0.4963262861413 bend   6   34    4
       -0.4996223644908 bend   6   32    4
  66 k  0.0151066533820 bend  32   34    4      val=   0.38488
        0.5111018595006 bend  62   34    4
       -0.5061098018187 bend  62   32    4
        0.4882699289721 bend   6   34    4
       -0.4939554870666 bend   6   32    4
  67 k -0.8937624772281 bend  32   34    4      val=   1.57467
        0.2287774236071 bend  62   34    4
        0.2119708673581 bend  62   32    4
        0.2331273008277 bend   6   34    4
        0.2226421742328 bend   6   32    4
  68 k -0.0020541847287 bend  32   34    4      val=   0.98128
       -0.4941384911980 bend  62   34    4
        0.4880968634518 bend  62   32    4
        0.5139890866193 bend   6   34    4
       -0.5033881231877 bend   6   32    4
  69 k  1.0000000000000 stre   5   35           val=   2.10954
  70 k  1.0000000000000 stre   5   37           val=   2.10170
  71 k -0.0148284584950 bend  37   35    5      val=   0.02463
        0.5027713407935 bend   3   35    5
        0.5048181082945 bend   3   37    5
       -0.5019177173108 bend   7   35    5
       -0.4901411819903 bend   7   37    5
  72 k  0.0221774961809 bend  37   35    5      val=  -0.49240
       -0.5292343680210 bend   3   35    5
        0.5169286113460 bend   3   37    5
       -0.4753587011936 bend   7   35    5
        0.4756448868010 bend   7   37    5
  73 k  0.9052300546071 bend  37   35    5      val=   1.79832
       -0.1945295234180 bend   3   35    5
       -0.2125187718759 bend   3   37    5
       -0.2066404441362 bend   7   35    5
       -0.2342057027535 bend   7   37    5
  74 k -0.0047327279640 bend  37   35    5      val=   0.21769
       -0.4711988459674 bend   3   35    5
        0.4802125368999 bend   3   37    5
        0.5225564675859 bend   7   35    5
       -0.5237173917614 bend   7   37    5
  75 k  1.0000000000000 stre   6   36           val=   2.10950
  76 k  1.0000000000000 stre   6   38           val=   2.10168
  77 k -0.0148375841694 bend  38   36    6      val=   0.02427
        0.5027769214099 bend   4   36    6
        0.5048137944089 bend   4   38    6
       -0.5019236353415 bend   8   36    6
       -0.4901335640962 bend   8   38    6
  78 k  0.0222375389390 bend  38   36    6      val=  -0.49160
       -0.5292476777061 bend   4   36    6
        0.5169198237117 bend   4   38    6
       -0.4753657756416 bend   8   36    6
        0.4756297538077 bend   8   38    6
  79 k  0.9052275210800 bend  38   36    6      val=   1.79798
       -0.1944926967597 bend   4   36    6
       -0.2125478340539 bend   4   38    6
       -0.2066152080159 bend   8   36    6
       -0.2342419690022 bend   8   38    6
  80 k -0.0047337102904 bend  38   36    6      val=   0.21769
       -0.4711894635592 bend   4   36    6
        0.4802156847550 bend   4   38    6
        0.5225537421337 bend   8   36    6
       -0.5237256573007 bend   8   38    6
  81 k  1.0000000000000 stre   7   39           val=   2.10454
  82 k  1.0000000000000 stre   7   41           val=   2.10590
  83 k -0.0078242960217 bend  41   39    7      val=   0.00940
        0.5017119300582 bend  63   39    7
        0.5037289802117 bend  63   41    7
       -0.4985632950578 bend   5   39    7
       -0.4958988555592 bend   5   41    7
  84 k  0.0019365017622 bend  41   39    7      val=   0.45581
       -0.5105069050487 bend  63   39    7
        0.5072523134911 bend  63   41    7
       -0.4902676730376 bend   5   39    7
        0.4916417894064 bend   5   41    7
  85 k -0.8840862572461 bend  41   39    7      val=   4.74400
        0.2282937470239 bend  63   39    7
        0.2294397510169 bend  63   41    7
        0.2367799845796 bend   5   39    7
        0.2399293528815 bend   5   41    7
  86 k -0.0007103920293 bend  41   39    7      val=   0.70730
       -0.4903363208403 bend  63   39    7
        0.4915804361593 bend  63   41    7
        0.5091471857434 bend   5   39    7
       -0.5086134149262 bend   5   41    7
  87 k  1.0000000000000 stre   8   40           val=   2.10451
  88 k  1.0000000000000 stre   8   42           val=   2.10588
  89 k -0.0078512851773 bend  42   40    8      val=   0.00886
        0.5017117855181 bend  64   40    8
        0.5037352523457 bend  64   42    8
       -0.4985569816560 bend   6   40    8
       -0.4958985512980 bend   6   42    8
  90 k  0.0019061281499 bend  42   40    8      val=   0.45597
       -0.5105081440723 bend  64   40    8
        0.5072677181599 bend  64   42    8
       -0.4902514654806 bend   6   40    8
        0.4916408894897 bend   6   42    8
  91 k -0.8840868217634 bend  42   40    8      val=   4.74393
        0.2282969377953 bend  64   40    8
        0.2294083466960 bend  64   42    8
        0.2368091132227 bend   6   40    8
        0.2399255178978 bend   6   42    8
  92 k -0.0007105531954 bend  42   40    8      val=   0.70719
       -0.4903307480412 bend  64   40    8
        0.4915687846243 bend  64   42    8
        0.5091586527183 bend   6   40    8
       -0.5086185692487 bend   6   42    8
  93 k  1.0000000000000 stre   9   45           val=   2.10585
  94 k  1.0000000000000 stre   9   43           val=   2.10413
  95 k  0.0631813751845 bend  43   45    9      val=   0.19984
       -0.5226837182291 bend  65   45    9
       -0.5055485060321 bend  65   43    9
        0.4886653438000 bend  11   45    9
        0.4779505563817 bend  11   43    9
  96 k  0.0293722810168 bend  43   45    9      val=   0.48220
       -0.5488827287175 bend  65   45    9
        0.5508383515544 bend  65   43    9
       -0.4497639313819 bend  11   45    9
        0.4383543494802 bend  11   43    9
  97 k -0.8847388602073 bend  43   45    9      val=   3.75287
        0.1781765424054 bend  65   45    9
        0.2116300562635 bend  65   43    9
        0.2534645641216 bend  11   45    9
        0.2765116688244 bend  11   43    9
  98 k -0.0003600893352 bend  43   45    9      val=   0.94051
        0.4383366067185 bend  65   45    9
       -0.4499884483415 bend  65   43    9
       -0.5423156325790 bend  11   45    9
        0.5579113196252 bend  11   43    9
  99 k  1.0000000000000 stre  10   46           val=   2.10582
 100 k  1.0000000000000 stre  10   44           val=   2.10409
 101 k  0.0631733618757 bend  44   46   10      val=   0.19979
       -0.5226820557839 bend  66   46   10
       -0.5055478089937 bend  66   44   10
        0.4886718709487 bend  12   46   10
        0.4779474974053 bend  12   44   10
 102 k  0.0293794237251 bend  44   46   10      val=   0.48266
       -0.5488835635846 bend  66   46   10
        0.5508365239328 bend  66   44   10
       -0.4497610105039 bend  12   46   10
        0.4383581189169 bend  12   44   10
 103 k -0.8847415677619 bend  44   46   10      val=   3.75233
        0.1781767944706 bend  66   46   10
        0.2116338731862 bend  66   44   10
        0.2534547738751 bend  12   46   10
        0.2765088958906 bend  12   44   10
 104 k -0.0003580722825 bend  44   46   10      val=   0.94030
        0.4383340699202 bend  66   46   10
       -0.4499920411998 bend  66   44   10
       -0.5423135444091 bend  12   46   10
        0.5579124459436 bend  12   44   10
 105 k  1.0000000000000 stre  11   47           val=   2.11057
 106 k  1.0000000000000 stre  11   49           val=   2.10128
 107 k  0.0264221991559 bend  49   47   11      val=   0.23430
       -0.5052565893610 bend  13   47   11
       -0.5051044210781 bend  13   49   11
        0.4929669909359 bend   9   47   11
        0.4958535226799 bend   9   49   11
 108 k  0.0091436756814 bend  49   47   11      val=   1.33120
        0.5383559316437 bend  13   47   11
       -0.5407493917839 bend  13   49   11
        0.4569397440440 bend   9   47   11
       -0.4570398775352 bend   9   49   11
 109 k  0.9133672770009 bend  49   47   11      val=   4.46275
       -0.1927443435138 bend  13   47   11
       -0.1847589970969 bend  13   49   11
       -0.2222261281893 bend   9   47   11
       -0.2123428743544 bend   9   49   11
 110 k -0.0015007627279 bend  49   47   11      val=  -0.04024
        0.4581724196411 bend  13   47   11
       -0.4558621625480 bend  13   49   11
       -0.5398514617449 bend   9   47   11
        0.5392827362343 bend   9   49   11
 111 k  1.0000000000000 stre  12   48           val=   2.11053
 112 k  1.0000000000000 stre  12   50           val=   2.10126
 113 k  0.0264347414479 bend  50   48   12      val=   0.23482
       -0.5052460803586 bend  14   48   12
       -0.5051162897155 bend  14   50   12
        0.4929558747881 bend  10   48   12
        0.4958625233901 bend  10   50   12
 114 k  0.0093954421628 bend  50   48   12      val=   1.33332
        0.5383149949143 bend  14   48   12
       -0.5407978312950 bend  14   50   12
        0.4568771889303 bend  10   48   12
       -0.4570882101069 bend  10   50   12
 115 k  0.9133647568357 bend  50   48   12      val=   4.46238
       -0.1928850348629 bend  14   48   12
       -0.1846046478531 bend  14   50   12
       -0.2223540282531 bend  10   48   12
       -0.2122262811414 bend  10   50   12
 116 k -0.0014991748187 bend  50   48   12      val=  -0.04036
        0.4581763190513 bend  14   48   12
       -0.4558467488842 bend  14   50   12
       -0.5398678035646 bend  10   48   12
        0.5392760975062 bend  10   50   12
 117 k  1.0000000000000 stre  13   51           val=   2.10541
 118 k  1.0000000000000 stre  13   53           val=   2.10312
 119 k  0.0089495738797 bend  53   51   13      val=   0.28790
       -0.5069394068418 bend  67   51   13
       -0.4973231160567 bend  67   53   13
        0.5001673458547 bend  11   51   13
        0.4954136527132 bend  11   53   13
 120 k  0.0168286784466 bend  53   51   13      val=   0.12082
       -0.5090945626001 bend  67   51   13
        0.5091019335150 bend  67   53   13
       -0.4933037498277 bend  11   51   13
        0.4878587435006 bend  11   53   13
 121 k -0.8935674409001 bend  53   51   13      val=   1.56661
        0.2102912768209 bend  67   51   13
        0.2283382760442 bend  67   53   13
        0.2219746098671 bend  11   51   13
        0.2364396576798 bend  11   53   13
 122 k -0.0009987507771 bend  53   51   13      val=   0.95756
        0.4876306601778 bend  67   51   13
       -0.4936115781280 bend  67   53   13
       -0.5050173115530 bend  11   51   13
        0.5133424458597 bend  11   53   13
 123 k  1.0000000000000 stre  14   52           val=   2.10539
 124 k  1.0000000000000 stre  14   54           val=   2.10309
 125 k  0.0089453000317 bend  54   52   14      val=   0.28758
       -0.5069408383172 bend  68   52   14
       -0.4973210274578 bend  68   54   14
        0.5001743899462 bend  12   52   14
        0.4954072499912 bend  12   54   14
 126 k  0.0168512730386 bend  54   52   14      val=   0.12135
       -0.5090984668580 bend  68   52   14
        0.5090961998241 bend  68   54   14
       -0.4933044629095 bend  12   52   14
        0.4878591516391 bend  12   54   14
 127 k -0.8935681653644 bend  54   52   14      val=   1.56649
        0.2102822096988 bend  68   52   14
        0.2283492711426 bend  68   54   14
        0.2219590917154 bend  12   52   14
        0.2364489333979 bend  12   54   14
 128 k -0.0009966564336 bend  54   52   14      val=   0.95736
        0.4876260720333 bend  68   52   14
       -0.4936176295442 bend  68   54   14
       -0.5050133256129 bend  12   52   14
        0.5133449106652 bend  12   54   14
 129 f  1.0000000000000 stre   1   63           val=   3.88559
 130 k  1.0000000000000 stre  63    7           val=   2.81183
 131 k  1.0000000000000 stre   7    5           val=   2.89278
 132 k  1.0000000000000 stre   5    3           val=   2.89401
 133 k  1.0000000000000 stre   3   61           val=   2.81049
 134 f  1.0000000000000 stre  61    1           val=   4.00441
 135 k -0.2886751345948 bend   1    7   63      val=  -6.96002
       -0.2886751345948 bend  63    5    7
        0.5773502691896 bend   7    3    5
       -0.2886751345948 bend   5   61    3
       -0.2886751345948 bend   3    1   61
        0.5773502691896 bend  61   63    1
 136 k  0.5000000000000 bend   1    7   63      val=   0.50726
       -0.5000000000000 bend  63    5    7
        0.5000000000000 bend   5   61    3
       -0.5000000000000 bend   3    1   61
 137 k -0.4082482904639 bend   1    7   63      val=  -7.03237
        0.4082482904639 bend  63    5    7
       -0.4082482904639 bend   7    3    5
        0.4082482904639 bend   5   61    3
       -0.4082482904639 bend   3    1   61
        0.4082482904639 bend  61   63    1
 138 k -0.2886751345948 tors  63    7    5    3 val=  -0.23362
       -0.2886751345948 tors   7    5    3   61
        0.5773502691896 tors   5    3   61    1
       -0.2886751345948 tors   3   61    1   63
       -0.2886751345948 tors  61    1   63    7
        0.5773502691896 tors   1   63    7    5
 139 k  0.5000000000000 tors  63    7    5    3 val=  17.21492
       -0.5000000000000 tors   7    5    3   61
        0.5000000000000 tors   3   61    1   63
       -0.5000000000000 tors  61    1   63    7
 140 k -0.4082482904639 tors  63    7    5    3 val= -50.36486
        0.4082482904639 tors   7    5    3   61
       -0.4082482904639 tors   5    3   61    1
        0.4082482904639 tors   3   61    1   63
       -0.4082482904639 tors  61    1   63    7
        0.4082482904639 tors   1   63    7    5
 141 f  1.0000000000000 stre   1   65           val=   3.94692
 142 k  1.0000000000000 stre  65    9           val=   2.81061
 143 k  1.0000000000000 stre   9   11           val=   2.89176
 144 k  1.0000000000000 stre  11   13           val=   2.89265
 145 k  1.0000000000000 stre  13   67           val=   2.81390
 146 f  1.0000000000000 stre  67    1           val=   3.95400
 147 k -0.2886751345948 bend   1    9   65      val=  -6.89663
       -0.2886751345948 bend  65   11    9
        0.5773502691896 bend   9   13   11
       -0.2886751345948 bend  11   67   13
       -0.2886751345948 bend  13    1   67
        0.5773502691896 bend  67   65    1
 148 k  0.5000000000000 bend   1    9   65      val=   0.21534
       -0.5000000000000 bend  65   11    9
        0.5000000000000 bend  11   67   13
       -0.5000000000000 bend  13    1   67
 149 k -0.4082482904639 bend   1    9   65      val=  -6.86771
        0.4082482904639 bend  65   11    9
       -0.4082482904639 bend   9   13   11
        0.4082482904639 bend  11   67   13
       -0.4082482904639 bend  13    1   67
        0.4082482904639 bend  67   65    1
 150 k -0.2886751345948 tors  65    9   11   13 val=  -0.14718
       -0.2886751345948 tors   9   11   13   67
        0.5773502691896 tors  11   13   67    1
       -0.2886751345948 tors  13   67    1   65
       -0.2886751345948 tors  67    1   65    9
        0.5773502691896 tors   1   65    9   11
 151 k  0.5000000000000 tors  65    9   11   13 val=  14.49903
       -0.5000000000000 tors   9   11   13   67
        0.5000000000000 tors  13   67    1   65
       -0.5000000000000 tors  67    1   65    9
 152 k -0.4082482904639 tors  65    9   11   13 val= -52.70979
        0.4082482904639 tors   9   11   13   67
       -0.4082482904639 tors  11   13   67    1
        0.4082482904639 tors  13   67    1   65
       -0.4082482904639 tors  67    1   65    9
        0.4082482904639 tors   1   65    9   11
 153 f -0.4482216845958 bend  65   61    1      val=   0.51142
        0.4521241545854 bend  67   63    1
       -0.0154987007858 bend  67   61    1
       -0.0028111495424 bend  59   63    1
       -0.3524146876869 bend  59   61    1
       -0.3983070038358 bend  59   65    1
        0.3823837391523 bend  55   63    1
        0.0379352620546 bend  55   65    1
        0.4048851300472 bend  55   67    1
 154 f -0.3353966615268 bend  65   61    1      val=  -1.18712
       -0.3316593093711 bend  67   63    1
       -0.6271730062630 bend  67   61    1
        0.2507516902055 bend  59   63    1
        0.3087772092065 bend  59   61    1
        0.1240459328041 bend  59   65    1
        0.0276941542613 bend  55   63    1
        0.3373439352370 bend  55   65    1
        0.3098227506596 bend  55   67    1
 155 f  0.1043879079425 bend  65   61    1      val=  -1.04667
       -0.1679101205309 bend  67   63    1
       -0.0402723660429 bend  67   61    1
        0.5421195248632 bend  59   63    1
        0.2630653541918 bend  59   61    1
       -0.3997705825304 bend  59   65    1
        0.3981736174530 bend  55   63    1
       -0.4920630426045 bend  55   65    1
       -0.1889596428567 bend  55   67    1
 156 f -0.2582267544728 bend  65   61    1      val=   2.00794
       -0.2793571618484 bend  67   63    1
        0.4629607319047 bend  67   61    1
        0.4702124438122 bend  59   63    1
       -0.2327493879460 bend  59   61    1
       -0.2099882293141 bend  59   65    1
       -0.2045806523953 bend  55   63    1
        0.4835788697387 bend  55   65    1
       -0.2141892554844 bend  55   67    1
 157 f  0.3569914436344 bend  65   61    1      val=   4.12157
       -0.3403357703897 bend  67   63    1
       -0.0114981253842 bend  67   61    1
        0.2494889165237 bend  59   63    1
       -0.5516155519267 bend  59   61    1
        0.1468792329280 bend  59   65    1
       -0.0941976472392 bend  55   63    1
       -0.2346988457223 bend  55   65    1
        0.5518530375814 bend  55   67    1
 158 f  0.3822501886532 bend  65   61    1      val=   1.24389
        0.3586711977265 bend  67   63    1
       -0.2386424745239 bend  67   61    1
        0.1635817112651 bend  59   63    1
        0.1391559250234 bend  59   61    1
       -0.5182480716117 bend  59   65    1
       -0.5586743390093 bend  55   63    1
        0.1481778815254 bend  55   65    1
        0.1396832898004 bend  55   67    1
 159 f  1.0000000000000 stre   2   64           val=   3.88559
 160 k  1.0000000000000 stre  64    8           val=   2.81180
 161 k  1.0000000000000 stre   8    6           val=   2.89274
 162 k  1.0000000000000 stre   6    4           val=   2.89398
 163 k  1.0000000000000 stre   4   62           val=   2.81046
 164 f  1.0000000000000 stre  62    2           val=   4.00442
 165 k -0.2886751345948 bend   2    8   64      val=  -6.95931
       -0.2886751345948 bend  64    6    8
        0.5773502691896 bend   8    4    6
       -0.2886751345948 bend   6   62    4
       -0.2886751345948 bend   4    2   62
        0.5773502691896 bend  62   64    2
 166 k  0.5000000000000 bend   2    8   64      val=   0.50714
       -0.5000000000000 bend  64    6    8
        0.5000000000000 bend   6   62    4
       -0.5000000000000 bend   4    2   62
 167 k -0.4082482904639 bend   2    8   64      val=  -7.03160
        0.4082482904639 bend  64    6    8
       -0.4082482904639 bend   8    4    6
        0.4082482904639 bend   6   62    4
       -0.4082482904639 bend   4    2   62
        0.4082482904639 bend  62   64    2
 168 k -0.2886751345948 tors  64    8    6    4 val=   0.23417
       -0.2886751345948 tors   8    6    4   62
        0.5773502691896 tors   6    4   62    2
       -0.2886751345948 tors   4   62    2   64
       -0.2886751345948 tors  62    2   64    8
        0.5773502691896 tors   2   64    8    6
 169 k  0.5000000000000 tors  64    8    6    4 val= -17.21441
       -0.5000000000000 tors   8    6    4   62
        0.5000000000000 tors   4   62    2   64
       -0.5000000000000 tors  62    2   64    8
 170 k -0.4082482904639 tors  64    8    6    4 val=  50.36421
        0.4082482904639 tors   8    6    4   62
       -0.4082482904639 tors   6    4   62    2
        0.4082482904639 tors   4   62    2   64
       -0.4082482904639 tors  62    2   64    8
        0.4082482904639 tors   2   64    8    6
 171 f  1.0000000000000 stre   2   66           val=   3.94692
 172 k  1.0000000000000 stre  66   10           val=   2.81058
 173 k  1.0000000000000 stre  10   12           val=   2.89173
 174 k  1.0000000000000 stre  12   14           val=   2.89262
 175 k  1.0000000000000 stre  14   68           val=   2.81387
 176 f  1.0000000000000 stre  68    2           val=   3.95400
 177 k -0.2886751345948 bend   2   10   66      val=  -6.89574
       -0.2886751345948 bend  66   12   10
        0.5773502691896 bend  10   14   12
       -0.2886751345948 bend  12   68   14
       -0.2886751345948 bend  14    2   68
        0.5773502691896 bend  68   66    2
 178 k  0.5000000000000 bend   2   10   66      val=   0.21519
       -0.5000000000000 bend  66   12   10
        0.5000000000000 bend  12   68   14
       -0.5000000000000 bend  14    2   68
 179 k -0.4082482904639 bend   2   10   66      val=  -6.86684
        0.4082482904639 bend  66   12   10
       -0.4082482904639 bend  10   14   12
        0.4082482904639 bend  12   68   14
       -0.4082482904639 bend  14    2   68
        0.4082482904639 bend  68   66    2
 180 k -0.2886751345948 tors  66   10   12   14 val=   0.14730
       -0.2886751345948 tors  10   12   14   68
        0.5773502691896 tors  12   14   68    2
       -0.2886751345948 tors  14   68    2   66
       -0.2886751345948 tors  68    2   66   10
        0.5773502691896 tors   2   66   10   12
 181 k  0.5000000000000 tors  66   10   12   14 val= -14.49836
       -0.5000000000000 tors  10   12   14   68
        0.5000000000000 tors  14   68    2   66
       -0.5000000000000 tors  68    2   66   10
 182 k -0.4082482904639 tors  66   10   12   14 val=  52.70906
        0.4082482904639 tors  10   12   14   68
       -0.4082482904639 tors  12   14   68    2
        0.4082482904639 tors  14   68    2   66
       -0.4082482904639 tors  68    2   66   10
        0.4082482904639 tors   2   66   10   12
 183 f  1.0000000000000 stre   2   60           val=   4.05164
 184 f  1.0000000000000 stre  55    1           val=   4.09461
 185 f  1.0000000000000 stre   1   59           val=   4.05165
 186 f  1.0000000000000 stre  56    2           val=   4.09462
 187 f -0.2886751345948 bend   2   57   60      val= -21.03247
       -0.2886751345948 bend  57    1   55
        0.5773502691896 bend  55   59    1
       -0.2886751345948 bend   1   58   59
       -0.2886751345948 bend  58    2   56
        0.5773502691896 bend  56   60    2
 187 f -0.2886751345948 out    2   57   60  12  12   val= -21.03247
       -0.2886751345948 out   57    1   55  12  12
        0.5773502691896 out   55   59    1  12  12
       -0.2886751345948 out    1   58   59  12  32
       -0.2886751345948 out   58    2   56  32  21
        0.5773502691896 out   56   60    2  12  43
 188 f  0.5000000000000 bend   2   57   60      val=   5.62497
       -0.5000000000000 bend  57    1   55
        0.5000000000000 bend   1   58   59
       -0.5000000000000 bend  58    2   56
 189 f -0.4082482904639 bend   2   57   60      val=   0.00020
        0.4082482904639 bend  57    1   55
       -0.4082482904639 bend  55   59    1
        0.4082482904639 bend   1   58   59
       -0.4082482904639 bend  58    2   56
        0.4082482904639 bend  56   60    2
 190 f -0.2886751345948 tors  57   55    1   59 val=  -0.00008
       -0.2886751345948 tors  55    1   59   58
        0.5773502691896 tors   1   59   56    2
       -0.2886751345948 tors  58   56    2   60
       -0.2886751345948 tors  56    2   60   57
        0.5773502691896 tors   2   60   55    1
 191 f  0.5000000000000 tors  57   55    1   59 val=   0.00009
       -0.5000000000000 tors  55    1   59   58
        0.5000000000000 tors  58   56    2   60
       -0.5000000000000 tors  56    2   60   57
 192 f -0.4082482904639 tors  57   55    1   59 val=   4.56261
        0.4082482904639 tors  55    1   59   58
       -0.4082482904639 tors   1   59   56    2
        0.4082482904639 tors  58   56    2   60
       -0.4082482904639 tors  56    2   60   57
        0.4082482904639 tors   2   60   55    1
 193 f -0.4482197370319 bend  66   62    2      val=   0.51145
        0.4521238949829 bend  68   64    2
       -0.0154972373207 bend  68   62    2
       -0.0028113105223 bend  60   64    2
       -0.3524147859869 bend  60   62    2
       -0.3983092301171 bend  60   66    2
        0.3823844852294 bend  56   64    2
        0.0379365041974 bend  56   66    2
        0.4048845341767 bend  56   68    2
 194 f -0.3353983494195 bend  66   62    2      val=  -1.18724
       -0.3316623793174 bend  68   64    2
       -0.6271718381785 bend  68   62    2
        0.2507589788774 bend  60   64    2
        0.3087785318114 bend  60   62    2
        0.1240391570668 bend  60   66    2
        0.0276969775968 bend  56   64    2
        0.3373390371934 bend  56   66    2
        0.3098205778903 bend  56   68    2
 195 f  0.1043913101384 bend  66   62    2      val=  -1.04656
       -0.1679068624904 bend  68   64    2
       -0.0402627029496 bend  68   62    2
        0.5421213790985 bend  60   64    2
        0.2630612702883 bend  60   62    2
       -0.3997753384732 bend  60   66    2
        0.3981682149407 bend  56   64    2
       -0.4920631450589 bend  56   66    2
       -0.1889641386097 bend  56   68    2
 196 f -0.2582255188562 bend  66   62    2      val=   2.00796
       -0.2793514296204 bend  68   64    2
        0.4629622510342 bend  68   62    2
        0.4702070251842 bend  60   64    2
       -0.2327484655637 bend  60   62    2
       -0.2099889644187 bend  60   66    2
       -0.2045871759648 bend  56   64    2
        0.4835830374800 bend  56   66    2
       -0.2141914742879 bend  56   68    2
 197 f  0.3569907569408 bend  66   62    2      val=   4.12154
       -0.3403366128333 bend  68   64    2
       -0.0114961565088 bend  68   62    2
        0.2494912440834 bend  60   64    2
       -0.5516166922808 bend  60   62    2
        0.1468767911561 bend  60   66    2
       -0.0941997464206 bend  56   64    2
       -0.2346961874477 bend  56   66    2
        0.5518522332328 bend  56   68    2
 198 f  0.3822517134629 bend  66   62    2      val=   1.24397
        0.3586741899628 bend  68   64    2
       -0.2386444959442 bend  68   62    2
        0.1635762145490 bend  60   64    2
        0.1391576214543 bend  60   62    2
       -0.5182445192123 bend  60   66    2
       -0.5586746717462 bend  56   64    2
        0.1481783844468 bend  56   66    2
        0.1396840428544 bend  56   68    2
       198 non zero eigenvalues  of BmBt
           1           6.110115677    1    0
         1
           2           6.042297878    2    0
         2
           3           5.597098915    3    0
         3
           4           5.595124188    4    0
         4
           5           5.298953382    5    0
         5
           6           4.899196424    6    0
         6
           7           4.460479087    7    0
         7
           8           4.459716918    8    0
         8
           9           4.437833509    9    0
         9
          10           4.409257064   10    0
        10
          11           4.373939260   11    0
        11
          12           4.373866365   12    0
        12
          13           4.298841200   13    0
        13
          14           4.285866584   14    0
        14
          15           4.115330328   15    0
        15
          16           4.114482131   16    0
        16
          17           4.059921189   17    0
        17
          18           4.055679885   18    0
        18
          19           4.006438847   19    0
        19
          20           4.006288589   20    0
        20
          21           3.784111848   21    0
        21
          22           3.743243858   22    0
        22
          23           3.632158686   23    0
        23
          24           3.631515269   24    0
        24
          25           3.544423190   25    0
        25
          26           3.535708089   26    0
        26
          27           3.498634925   27    0
        27
          28           3.485756892   28    0
        28
          29           3.385765813   29    0
        29
          30           3.270188337   30    0
        30
          31           3.179861514   31    0
        31
          32           3.139770252   32    0
        32
          33           3.080085421   33    0
        33
          34           3.033492891   34    0
        34
          35           3.024804832   35    0
        35
          36           2.997682015   36    0
        36
          37           2.973609086   37    0
        37
          38           2.972722282   38    0
        38
          39           2.940829326   39    0
        39
          40           2.918904916   40    0
        40
          41           2.862133134   41    0
        41
          42           2.747221176   42    0
        42
          43           2.699351704   43    0
        43
          44           2.685928655   44    0
        44
          45           2.630216614   45    0
        45
          46           2.583671635   46    0
        46
          47           2.580863482   47    0
        47
          48           2.547654726   48    0
        48
          49           2.413425990   49    0
        49
          50           2.411205389   50    0
        50
          51           2.339846904   51    0
        51
          52           2.286432099   52    0
        52
          53           2.282302710   53    0
        53
          54           2.242704536   54    0
        54
          55           2.213592221   55    0
        55
          56           2.088248528   56    0
        56
          57           2.035693657   57    0
        57
          58           2.024040925   58    0
        58
          59           1.999946562   59    0
        59
          60           1.950525377   60    0
        60
          61           1.861778563   61    0
        61
          62           1.829067472   62    0
        62
          63           1.813537106   63    0
        63
          64           1.724961425   64    0
        64
          65           1.723585939   65    0
        65
          66           1.710314693   66    0
        66
          67           1.704370111   67    0
        67
          68           1.694026728   68    0
        68
          69           1.686032395   69    0
        69
          70           1.675421263   70    0
        70
          71           1.356123042   71    0
        71
          72           1.313782911   72    0
        72
          73           1.248390135   73    0
        73
          74           1.180553432   74    0
        74
          75           1.097467626   75    0
        75
          76           1.013838557   76    0
        76
          77           0.839184657   77    0
        77
          78           0.838558989   78    0
        78
          79           0.833858647   79    0
        79
          80           0.828780425   80    0
        80
          81           0.825669289   81    0
        81
          82           0.807878369   82    0
        82
          83           0.806981101   83    0
        83
          84           0.805904764   84    0
        84
          85           0.805493315   85    0
        85
          86           0.780209377   86    0
        86
          87           0.779588525   87    0
        87
          88           0.775663579   88    0
        88
          89           0.774451662   89    0
        89
          90           0.772072373   90    0
        90
          91           0.768819693   91    0
        91
          92           0.766503564   92    0
        92
          93           0.764544281   93    0
        93
          94           0.763814085   94    0
        94
          95           0.758042631   95    0
        95
          96           0.757011264   96    0
        96
          97           0.755036294   97    0
        97
          98           0.697624023   98    0
        98
          99           0.653935929   99    0
        99
         100           0.642466105  100    0
       100
         101           0.641975363  101    0
       101
         102           0.620318843  102    0
       102
         103           0.575948985  103    0
       103
         104           0.573906627  104    0
       104
         105           0.570912011  105    0
       105
         106           0.563564048  106    0
       106
         107           0.455323285  107    0
       107
         108           0.452023704  108    0
       108
         109           0.446318829  109    0
       109
         110           0.444539169  110    0
       110
         111           0.438876138  111    0
       111
         112           0.437407945  112    0
       112
         113           0.419151423  113    0
       113
         114           0.418202685  114    0
       114
         115           0.405611272  115    0
       115
         116           0.405483112  116    0
       116
         117           0.404078465  117    0
       117
         118           0.403323713  118    0
       118
         119           0.394017549  119    0
       119
         120           0.392984114  120    0
       120
         121           0.387766489  121    0
       121
         122           0.386618078  122    0
       122
         123           0.383807232  123    0
       123
         124           0.380844493  124    0
       124
         125           0.369071796  125    0
       125
         126           0.356750719  126    0
       126
         127           0.353930951  127    0
       127
         128           0.353122091  128    0
       128
         129           0.351971126  129    0
       129
         130           0.350124949  130    0
       130
         131           0.330419593  131    0
       131
         132           0.327801074  132    0
       132
         133           0.317372304  133    0
       133
         134           0.313911594  134    0
       134
         135           0.313699768  135    0
       135
         136           0.300094440  136    0
       136
         137           0.299192375  137    0
       137
         138           0.285087891  138    0
       138
         139           0.273995128  139    0
       139
         140           0.273550259  140    0
       140
         141           0.272309766  141    0
       141
         142           0.271255342  142    0
       142
         143           0.270402607  143    0
       143
         144           0.265587554  144    0
       144
         145           0.265375351  145    0
       145
         146           0.264493912  146    0
       146
         147           0.258770582  147    0
       147
         148           0.258527297  148    0
       148
         149           0.258078668  149    0
       149
         150           0.254857487  150    0
       150
         151           0.241091057  151    0
       151
         152           0.240789860  152    0
       152
         153           0.236752386  153    0
       153
         154           0.235624966  154    0
       154
         155           0.229896855  155    0
       155
         156           0.216286003  156    0
       156
         157           0.205960485  157    0
       157
         158           0.191551534  158    0
       158
         159           0.183366255  159    0
       159
         160           0.182898980  160    0
       160
         161           0.127157778  161    0
       161
         162           0.125725885  162    0
       162
         163           0.122541314  163    0
       163
         164           0.104645760  164    0
       164
         165           0.103396493  165    0
       165
         166           0.084898378  166    0
       166
         167           0.084449061  167    0
       167
         168           0.082543173  168    0
       168
         169           0.079898586  169    0
       169
         170           0.078551525  170    0
       170
         171           0.076695387  171    0
       171
         172           0.070608363  172    0
       172
         173           0.067104304  173    0
       173
         174           0.063527762  174    0
       174
         175           0.060695051  175    0
       175
         176           0.060569278  176    0
       176
         177           0.060300639  177    0
       177
         178           0.059702754  178    0
       178
         179           0.055709423  179    0
       179
         180           0.053630213  180    0
       180
         181           0.050712384  181    0
       181
         182           0.050593731  182    0
       182
         183           0.048974148  183    0
       183
         184           0.048079514  184    0
       184
         185           0.038107252  185    0
       185
         186           0.037942357  186    0
       186
         187           0.019032301  187    0
       187
         188           0.016030995  188    0
       188
         189           0.013532659  189    0
       189
         190           0.011105580  190    0
       190
         191           0.009701442  191    0
       191
         192           0.008801764  192    0
       192
         193           0.007612097  193    0
       193
         194           0.006721472  194    0
       194
         195           0.004342463  195    0
       195
         196           0.004040062  196    0
       196
         197           0.002137494  197    0
       197
         198           0.001254059  198    0
       198






Output text



<comment class="example.output" id="restrictions">
       <module cmlx:templateRef="restrictions">
         <module cmlx:templateRef="internals">
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">57</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">1.1606968318</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">1.22066846121</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">58</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">1.1606968318</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">1.22065787767</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.05616485943</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.11904167057</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.08861928484</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.092365858</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51142</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18712</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04667</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00794</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12157</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">61</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">63</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">65</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">67</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24389</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.05616485943</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.1190469623399997</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.08861928484</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.092365858</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.14403470028</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.16677343597</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.14403999205</scalar>
            </list>
            <list cmlx:templateRef="bond">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:angstrom">2.16677872774</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">55</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">56</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="outofplane">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">12</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex5">12</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="outofplane">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">12</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex5">12</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="outofplane">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">12</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex5">12</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="outofplane">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">12</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex5">32</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="outofplane">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">32</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex5">21</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="outofplane">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">12</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex5">43</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-21.03247</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">5.62497</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">55</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">5.62497</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">5.62497</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">56</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">5.62497</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00020</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">55</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00020</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00020</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00020</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">56</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00020</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00020</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-0.00008</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">58</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-0.00008</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-0.00008</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-0.00008</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">57</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-0.00008</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-0.00008</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00009</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">58</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00009</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00009</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">57</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.00009</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">57</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">59</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.56261</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">58</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.56261</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">1</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">59</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.56261</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">58</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">60</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.56261</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">57</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.56261</scalar>
            </list>
            <list cmlx:templateRef="dihedral">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">2</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">55</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex4">1</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.56261</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">0.51145</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.18724</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">-1.04656</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">2.00796</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">4.12154</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">62</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">60</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">64</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">66</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
            <list cmlx:templateRef="angle">
               <scalar dataType="xsd:integer" dictRef="t:atomIndex1">56</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex2">68</scalar>
               <scalar dataType="xsd:integer" dictRef="t:atomIndex3">2</scalar>
               <scalar dataType="xsd:double" dictRef="t:value" units="nonsi:degree">1.24397</scalar>
            </list>
         </module>
       </module>
    </comment>






Template definition



<templateList>  <template id="internals" pattern=".*definitions\sof\sredundant\sinternals.*" endPattern="\s*\u0024.*" repeat="*" endOffset="1">    <templateList>      <template id="bondGroup" pattern=".*f.*stre.*" endPattern=".*val=.*" endPattern2="\s*\u0024.*" endPattern3="~" endOffset="0" repeat="*">        <record id="withVal">\s*\d+\s+f\s+-*\d+\.\d+\s+stre{I,t:atomIndex1}{I,t:atomIndex2}val={F,t:value}</record>        <record repeat="*" id="noVal">\s+-*\d+\.\d+\s+stre{I,t:atomIndex1}{I,t:atomIndex2}</record>        <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='noVal']/cml:list" elementName="cml:scalar" dictRef="t:value" value="$string(../../cml:list[@cmlx:templateRef='withVal']//cml:scalar[@dictRef='t:value'])" />        <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef = 'withVal' or @cmlx:templateRef='noVal']/cml:list" name="cmlx:templateRef" value="bond" />
                </template>      <template id="angleGroup" pattern=".*f.*bend.*" endPattern=".*val=.*" endPattern2="\s*\u0024.*" endPattern3="~" endOffset="0" repeat="*">        <record id="withVal">\s*\d+\s+f\s+-*\d+\.\d+\s+bend{I,t:atomIndex1}{I,t:atomIndex2}{I,t:atomIndex3}val={F,t:value}</record>        <record repeat="*" id="noVal">\s+-*\d+\.\d+\s+bend{I,t:atomIndex1}{I,t:atomIndex2}{I,t:atomIndex3}</record>        <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='noVal']/cml:list" elementName="cml:scalar" dictRef="t:value" value="$string(../../cml:list[@cmlx:templateRef='withVal']//cml:scalar[@dictRef='t:value'])" />        <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef = 'withVal' or @cmlx:templateRef='noVal']/cml:list" name="cmlx:templateRef" value="angle" />
                </template>      <template id="dihedralGroup" pattern=".*f.*tors.*" endPattern=".*val=.*" endPattern2="\s*\u0024.*" endPattern3="~" endOffset="0" repeat="*">        <record id="withVal">\s*\d+\s+f\s+-*\d+\.\d+\s+tors{I,t:atomIndex1}{I,t:atomIndex2}{I,t:atomIndex3}{I,t:atomIndex4}val={F,t:value}</record>        <record repeat="*" id="noVal">\s+-*\d+\.\d+\s+tors{I,t:atomIndex1}{I,t:atomIndex2}{I,t:atomIndex3}{I,t:atomIndex4}</record>        <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='noVal']/cml:list" elementName="cml:scalar" dictRef="t:value" value="$string(../../cml:list[@cmlx:templateRef='withVal']//cml:scalar[@dictRef='t:value'])" />        <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef = 'withVal' or @cmlx:templateRef='noVal']/cml:list" name="cmlx:templateRef" value="dihedral" />
                </template>      <template id="outofplaneGroup" pattern=".*f.*out.*" endPattern=".*val=.*" endPattern2="\s*\u0024.*" endPattern3="~" endOffset="0" repeat="*">        <record id="withVal">\s*\d+\s+f\s+-*\d+\.\d+\s+out{I,t:atomIndex1}{I,t:atomIndex2}{I,t:atomIndex3}{I,t:atomIndex4}{I,t:atomIndex5}val={F,t:value}</record>        <record repeat="*" id="noVal">\s+-*\d+\.\d+\s+out{I,t:atomIndex1}{I,t:atomIndex2}{I,t:atomIndex3}{I,t:atomIndex4}{I,t:atomIndex5}</record>        <transform process="addChild" xpath=".//cml:list[@cmlx:templateRef='noVal']/cml:list" elementName="cml:scalar" dictRef="t:value" value="$string(../../cml:list[@cmlx:templateRef='withVal']//cml:scalar[@dictRef='t:value'])" />        <transform process="addAttribute" xpath=".//cml:list[@cmlx:templateRef = 'withVal' or @cmlx:templateRef='noVal']/cml:list" name="cmlx:templateRef" value="outofplane" />
                </template>
            </templateList>    <transform process="addAttribute" xpath=".//cml:scalar[@dictRef='t:value' and not(@dataType)]" name="dataType" value="xsd:double" />    <transform process="pullup" xpath=".//cml:list[@cmlx:templateRef='bond' or @cmlx:templateRef='angle' or @cmlx:templateRef='dihedral' or @cmlx:templateRef='outofplane']" repeat="2" />    <transform process="operateScalar" xpath=".//cml:list[@cmlx:templateRef='bond']/cml:scalar[@dictRef='t:value']" args="operator=multiply operand=0.529177" />    <transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='bond']/cml:scalar[@dictRef='t:value']" value="nonsi:angstrom" />    <transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='angle']/cml:scalar[@dictRef='t:value']" value="nonsi:degree" />    <transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='dihedral']/cml:scalar[@dictRef='t:value']" value="nonsi:degree" />    <transform process="addUnits" xpath=".//cml:list[@cmlx:templateRef='outofplane']/cml:scalar[@dictRef='t:value']" value="nonsi:degree" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:module[count(*)=0]" />
        </template>
    </templateList>
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Template attributes





	Attribute

	Value





	source

	Turbomole energy file



	id

	turbomole.energy



	name

	Turbomole energy file



	xml:base

	topTemplate.xml







Input



$energy      SCF               SCFKIN            SCFPOT            excitation
     1 -2746.338897408      2729.78920     -5476.12810     0.1027468220104
     2 -2746.340439469      2729.33180     -5475.67224     0.1011972666255
     3 -2746.339674791      2729.15431     -5475.49398     0.1004233221322
     4 -2746.340090608      2729.21076     -5475.55085     0.1001224451538
     5 -2746.339063952      2729.31256     -5475.65163     0.9891954617258E-01
     6 -2746.337050612      2729.34613     -5475.68318     0.9633865122549E-01
     7 -2746.337228866      2729.30327     -5475.64050     0.9581046114039E-01
     8 -2746.336761443      2729.31688     -5475.65364     0.9447636865760E-01
     9 -2746.333736838      2729.38808     -5475.72182     0.9194005236197E-01
    10 -2746.335168818      2729.38284     -5475.71801     0.9264281027970E-01
    11 -2746.335277847      2729.38314     -5475.71842     0.9203312624652E-01
    12 -2746.336725220      2729.37095     -5475.70768     0.9325832260475E-01
    13 -2746.336203463      2729.37542     -5475.71162     0.9269025209003E-01
    14 -2746.335838142      2729.37145     -5475.70729     0.9226539774576E-01
    15 -2746.335423610      2729.38478     -5475.72020     0.9181224956602E-01
    16 -2746.335378020      2729.38352     -5475.71890     0.9175584668924E-01
    17 -2746.335418194      2729.38179     -5475.71721     0.9178126089016E-01
    18 -2746.335402016      2729.38232     -5475.71773     0.9176365656656E-01
    19 -2746.335379663      2729.38296     -5475.71834     0.9173964453419E-01
    20 -2746.335354332      2729.38351     -5475.71886     0.9171161931265E-01
    21 -2746.335355625      2729.38353     -5475.71888     0.9171034567393E-01
    22 -2746.335398313      2729.38343     -5475.71883     0.9175273893994E-01
    23 -2746.335415967      2729.38366     -5475.71908     0.9176836912611E-01
    24 -2746.335417498      2729.38341     -5475.71883     0.9177145634788E-01
    25 -2746.335417235      2729.38336     -5475.71877     0.9177038378911E-01
    26 -2746.335412613      2729.38348     -5475.71890     0.9176372844605E-01
    27 -2746.335406069      2729.38345     -5475.71885     0.9175951024232E-01
    28 -2746.335403592      2729.38346     -5475.71886     0.9175699358190E-01
    29 -2746.335405735      2729.38341     -5475.71882     0.9176128039240E-01
    30 -2746.335406131      2729.38346     -5475.71886     0.9175856099406E-01
    31 -2746.335406036      2729.38344     -5475.71884     0.9175879865655E-01
    32 -2746.335405941      2729.38340     -5475.71880     0.9175966667066E-01
    33 -2746.335405956      2729.38340     -5475.71881     0.9175738681577E-01
    34 -2746.335406323      2729.38338     -5475.71878     0.9175956816679E-01
    35 -2746.335405982      2729.38335     -5475.71876     0.9175941555452E-01
    36 -2746.335405929      2729.38335     -5475.71875     0.9176042633692E-01
    37 -2746.335405904      2729.38338     -5475.71878     0.9175880310738E-01
    38 -2746.335405905      2729.38337     -5475.71878     0.9175880306216E-01
    39 -2746.335405880      2729.38336     -5475.71877     0.9175888072966E-01
    40 -2746.335425456      2729.38333     -5475.71875     0.9175317582225E-01
    41 -2746.335425455      2729.38333     -5475.71876     0.9175294645453E-01
    42 -2746.335421175      2729.38342     -5475.71884     0.9174896161129E-01
    43 -2746.335419125      2729.38350     -5475.71892     0.9174702552142E-01
    44 -2746.335419817      2729.38352     -5475.71894     0.9174651434825E-01
    45 -2746.335420108      2729.38350     -5475.71892     0.9174799926229E-01
    46 -2746.335419688      2729.38353     -5475.71895     0.9174625480273E-01
    47 -2746.335419140      2729.38352     -5475.71894     0.9174699373144E-01
    48 -2746.335418347      2729.38356     -5475.71898     0.9174507654234E-01
    49 -2746.335418222      2729.38356     -5475.71898     0.9174629594329E-01
    50 -2746.335418274      2729.38358     -5475.71900     0.9174446195090E-01
    51 -2746.335418396      2729.38356     -5475.71898     0.9174584650110E-01
    52 -2746.335418285      2729.38356     -5475.71898     0.9174617169823E-01
    53 -2746.335418138      2729.38357     -5475.71899     0.9174529095949E-01
    54 -2746.335418155      2729.38357     -5475.71899     0.9174511081203E-01
    55 -2746.335418196      2729.38359     -5475.71901     0.9174424219047E-01
    56 -2746.335418252      2729.38358     -5475.71899     0.9174512595810E-01
    57 -2746.335418147      2729.38359     -5475.71901     0.9174391371249E-01
    58 -2746.335418132      2729.38357     -5475.71899     0.9174525473288E-01
    59 -2746.335418139      2729.38357     -5475.71899     0.9174545117334E-01
    60 -2746.335418125      2729.38358     -5475.71900     0.9174486162579E-01
    61 -2746.335418127      2729.38357     -5475.71899     0.9174543855313E-01
    62 -2746.335418118      2729.38357     -5475.71899     0.9174527448179E-01
    63 -2746.335418109      2729.38359     -5475.71901     0.9174403495879E-01
    64 -2746.335418113      2729.38356     -5475.71897     0.9174634426867E-01
    65 -2746.335418111      2729.38358     -5475.71899     0.9174498929941E-01
    66 -2746.335418104      2729.38358     -5475.71900     0.9174445998202E-01
    67 -2746.335418102      2729.38356     -5475.71898     0.9174580759411E-01
    68 -2746.335418106      2729.38356     -5475.71898     0.9174581321656E-01
    69 -2746.335418094      2729.38355     -5475.71897     0.9174649271753E-01
$end






Output text



<comment class="example.output" id="turbomole.energy">
        <module cmlx:templateRef="energy">
            <scalar dataType="xsd:double" dictRef="t:energy" units="nonsi:hartree">-2746.335418094</scalar>
        </module>
    </comment>






Template definition



<templateList id="init">  <template pattern="\s*\u0024energy.*" endPattern="\s*\u0024end.*">    <record repeat="1" />    <record repeat="*">\s*\d+\s+{F,t:energy}.*</record>    <transform process="delete" xpath=".//cml:scalar[position()!=last()]" />    <transform process="pullup" xpath=".//cml:scalar" repeat="2" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />    <transform process="delete" xpath=".//cml:list[count(*)=0]" />
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='t:energy']" value="nonsi:hartree" />
<transform process="delete" xpath="//node()[count(*)!=0]/text()" />
<transform process="delete" xpath="./cml:module" />








          

      

      

    

  

  
    

    VASP
    

    

   


  

    
      
          
            
  
VASP


Note

Data acquisition templates defined for the output file(s). If there are templates defined for other files, they will appear at the end of this list.





	generator

	incar
	dimension

	startparameters

	electronic.relaxation

	ionic.relaxation

	exchange.correlation

	atom.info

	dipole

	vcw

	dos





	potcar
	atom.potcar





	lattice

	position

	calculated.position

	vibrations

	energy

	energy2

	energy3

	magnetization

	eigenvalues
	spin

	nospin





	grimmes

	vasp.incar

	vasp.kpoints

	vasp.doscar
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generator


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	generator



	name

	Program version



	pattern

	\s*vasp\.\d.*



	endPattern

	\s*executed\son.*



	endOffset

	1



	xml:base

	generator.xml







Input



vasp.5.3.2 13Sep12 (build Apr  2 2013 11:33:10) complex

executed on             LinuxIFC date 2014.03.06  12:09:30






Output text



<comment class="example.output" id="generator">
        <module cmlx:templateRef="generator">
            <scalar dataType="xsd:string" dictRef="cc:program">vasp</scalar>
            <scalar dataType="xsd:string" dictRef="cc:subversion">13Sep12 (build Apr  2 2013 11:33:10) complex</scalar>
            <scalar dataType="xsd:string" dictRef="v:platform">LinuxIFC</scalar>
            <scalar dataType="xsd:date" dictRef="cc:rundate">2014-03-06T12:09:30.000+01:00</scalar>
            <scalar dataType="xsd:string" dictRef="cc:programVersion">5.3.2</scalar>
        </module>
    </comment>






Template definition



<record>\s*{A,cc:program}\.{I,x:programMajor}\.{I,x:programMinor}.{I,x:programMicro}[\.\s]{X,cc:subversion}</record>
<record repeat="1" />
<record>\s*executed\son{A,v:platform}date{X,x:date}</record>
<transform process="pullup" xpath=".//cml:scalar" repeat="2" />
<transform process="createDate" xpath=".//cml:scalar[@dictRef='x:date']" format="yyyy'.'MM'.'dd  HH:mm:ss" />
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:programVersion" value="$string(concat( //cml:scalar[@dictRef='x:programMajor'], '.' , //cml:scalar[@dictRef='x:programMinor'], '.' ,//cml:scalar[@dictRef='x:programMicro']))" />
<transform process="addAttribute" xpath=".//cml:scalar[@dictRef='cc:programVersion']" name="dataType" value="xsd:string" />
<transform process="addAttribute" xpath=".//cml:scalar[@dictRef='x:date']" name="dictRef" value="cc:rundate" />
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:scalar[contains(@dictRef, 'x:program')]" />
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incar



	dimension

	startparameters

	electronic.relaxation

	ionic.relaxation

	exchange.correlation

	atom.info

	dipole

	vcw

	dos








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	incar



	name

	INCAR parameters section



	pattern

	\s* Dimension\sof\sarrays:\s*



	endPattern

	\s*-{90,}\s*



	xml:base

	incar/incar.xml







Input



 Dimension of arrays:
   k-points           NKPTS =      5   k-points in BZ     NKDIM =      5   number of bands    NBANDS=    192
   number of dos      NEDOS =    301   number of ions     NIONS =     49
   non local maximal  LDIM  =      8   non local SUM 2l+1 LMDIM =     32
   total plane-waves  NPLWV = 290304
   max r-space proj   IRMAX =   3928   max aug-charges    IRDMAX=  12951
   dimension x,y,z NGX =    48 NGY =   48 NGZ =  126
   dimension x,y,z NGXF=    96 NGYF=   96 NGZF=  252
   support grid    NGXF=    96 NGYF=   96 NGZF=  252
   ions per type =              12  24   3  10
 NGX,Y,Z   is equivalent  to a cutoff of  10.27, 10.27,  9.13 a.u.
 NGXF,Y,Z  is equivalent  to a cutoff of  20.53, 20.53, 18.27 a.u.


 I would recommend the setting:
   dimension x,y,z NGX =    43 NGY =   43 NGZ =  125
 SYSTEM =  IDM-4ring
 POSCAR =  CIF file

Startparameter for this run:
   NWRITE =      2    write-flag & timer
   PREC   = normal    normal or accurate (medium, high low for compatibility)
   ISTART =      1    job   : 0-new  1-cont  2-samecut
   ICHARG =      0    charge: 1-file 2-atom 10-const
   ISPIN  =      2    spin polarized calculation?
   LNONCOLLINEAR =      F non collinear calculations
   LSORBIT =      F    spin-orbit coupling
   INIWAV =      1    electr: 0-lowe 1-rand  2-diag
   LASPH  =      T    aspherical Exc in radial PAW
   METAGGA=      F    non-selfconsistent MetaGGA calc.

 Electronic Relaxation 1
   ENCUT  =  500.0 eV  36.75 Ry    6.06 a.u.  14.17 14.17 41.81*2*pi/ulx,y,z
   ENINI  =  500.0     initial cutoff
   ENAUG  =  644.9 eV  augmentation charge cutoff
   NELM   =    250;   NELMIN=  2; NELMDL=  0     # of ELM steps
   EDIFF  = 0.1E-04   stopping-criterion for ELM
   LREAL  =      T    real-space projection
   NLSPLINE    = F    spline interpolate recip. space projectors
   LCOMPAT=      F    compatible to vasp.4.4
   GGA_COMPAT  = T    GGA compatible to vasp.4.4-vasp.4.6
   LMAXPAW     = -100 max onsite density
   LMAXMIX     =    6 max onsite mixed and CHGCAR
   VOSKOWN=      0    Vosko Wilk Nusair interpolation
   ROPT   =   -0.00050  -0.00050  -0.00050  -0.00050
 Ionic relaxation
   EDIFFG = 0.1E-03   stopping-criterion for IOM
   NSW    =    600    number of steps for IOM
   NBLOCK =      1;   KBLOCK =    600    inner block; outer block
   IBRION =     44    ionic relax: 0-MD 1-quasi-New 2-CG
   NFREE  =      0    steps in history (QN), initial steepest desc. (CG)
   ISIF   =      2    stress and relaxation
   IWAVPR =     11    prediction:  0-non 1-charg 2-wave 3-comb
   ISYM   =      2    0-nonsym 1-usesym 2-fastsym
   LCORR  =      T    Harris-Foulkes like correction to forces

   POTIM  = 0.0500    time-step for ionic-motion
   TEIN   = ******    initial temperature
   TEBEG  =    0.0;   TEEND  =   0.0 temperature during run
   SMASS  =  -3.00    Nose mass-parameter (am)
   estimated Nose-frequenzy (Omega)   =  0.10E-29 period in steps =****** mass=  -0.138E-26a.u.
   SCALEE = 1.0000    scale energy and forces
   NPACO  =    256;   APACO  = 16.0  distance and # of slots for P.C.
   PSTRESS=    0.0 pullay stress

  Mass of Ions in am
   POMASS = 140.12 16.00 12.01  1.00
  Ionic Valenz
   ZVAL   =  12.00  6.00  4.00  1.00
  Atomic Wigner-Seitz radii
   RWIGS  =  -1.00 -1.00 -1.00 -1.00
  virtual crystal weights
   VCA    =   1.00  1.00  1.00  1.00
   NELECT =     310.0000    total number of electrons
   NUPDOWN=      -1.0000    fix difference up-down

 DOS related values:
   EMIN   =  10.00;   EMAX   =-10.00  energy-range for DOS
   EFERMI =   0.00
   ISMEAR =     0;   SIGMA  =   0.05  broadening in eV -4-tet -1-fermi 0-gaus

 Electronic relaxation 2 (details)
   IALGO  =     38    algorithm
   LDIAG  =      T    sub-space diagonalisation (order eigenvalues)
   LSUBROT=      T    optimize rotation matrix (better conditioning)
   TURBO    =      0    0=normal 1=particle mesh
   IRESTART =      0    0=no restart 2=restart with 2 vectors
   NREBOOT  =      0    no. of reboots
   NMIN     =      0    reboot dimension
   EREF     =   0.00    reference energy to select bands
   IMIX   =      4    mixing-type and parameters
     AMIX     =   0.20;   BMIX     =  0.00
     AMIX_MAG =   0.80;   BMIX_MAG =  0.00
     AMIN     =   0.10
     WC   =   100.;   INIMIX=   0;  MIXPRE=   1;  MAXMIX= -45

 Intra band minimization:
   WEIMIN = 0.0010     energy-eigenvalue tresh-hold
   EBREAK =  0.13E-07  absolut break condition
   DEPER  =   0.30     relativ break condition

   TIME   =   0.40     timestep for ELM

  volume/ion in A,a.u.               =      24.49       165.24
  Fermi-wavevector in a.u.,A,eV,Ry     =   1.042690  1.970399 14.792291  1.087203
  Thomas-Fermi vector in A             =   2.177366

 Write flags
   LWAVE  =      T    write WAVECAR
   LCHARG =      T    write CHGCAR
   LVTOT  =      F    write LOCPOT, total local potential
   LVHAR  =      F    write LOCPOT, Hartree potential only
   LELF   =      F    write electronic localiz. function (ELF)
   LORBIT =     11    0 simple, 1 ext, 2 COOP (PROOUT)


 Dipole corrections
   LMONO  =      F    monopole corrections only (constant potential shift)
   LDIPOL =      T    correct potential (dipole corrections)
   IDIPOL =      3    1-x, 2-y, 3-z, 4-all directions
   EPSILON=  1.0000000 bulk dielectric constant

 LDA+U is selected, type is set to LDAUTYPE =  2
   angular momentum for each species LDAUL =     3   -1   -1   -1
   U (eV)           for each species LDAUU =   5.5  0.0  0.0  0.0
   J (eV)           for each species LDAUJ =   1.0  0.0  0.0  0.0
 Exchange correlation treatment:
   GGA     =    PE    GGA type
   LEXCH   =     8    internal setting for exchange type
   VOSKOWN=      0    Vosko Wilk Nusair interpolation
   LHFCALC =     F    Hartree Fock is set to
   LHFONE  =     F    Hartree Fock one center treatment
   AEXX    =    0.0000 exact exchange contribution

 Linear response parameters
   LEPSILON=     F    determine dielectric tensor
   LRPA    =     F    only Hartree local field effects (RPA)
   LNABLA  =     F    use nabla operator in PAW spheres
   LVEL    =     F    velocity operator in full k-point grid
   LINTERFAST=   F  fast interpolation
   KINTER  =     0    interpolate to denser k-point grid
   CSHIFT  =0.1000    complex shift for real part using Kramers Kronig
   OMEGAMAX=  -1.0    maximum frequency
   DEG_THRESHOLD= 0.2000000E-02 threshold for treating states as degnerate
   RTIME   =    0.100 relaxation time in fs

 Orbital magnetization related:
   ORBITALMAG=     F  switch on orbital magnetization
   LCHIMAG   =     F  perturbation theory with respect to B field
   DQ        =  0.001000  dq finite difference perturbation B field



--------------------------------------------------------------------------------------------------------






Output text



<comment class="example.output" id="incar">
        <module cmlx:templateRef="incar">
            <scalar dataType="xsd:integer" dictRef="v:ispin">2</scalar>
            <scalar dataType="xsd:integer" dictRef="v:energyCutoff" units="nonsi:electronvolt">500</scalar>
            <scalar dataType="xsd:double" dictRef="v:ediff">0.1</scalar>
            <scalar dataType="xsd:double" dictRef="v:ediffg">0.1</scalar>
            <scalar dataType="xsd:integer" dictRef="v:ibrion">44</scalar>
            <scalar dataType="xsd:double" dictRef="v:potim">0.0500</scalar>
            <scalar dataType="xsd:double" dictRef="v:nelect">310.0000</scalar>
            <scalar dataType="xsd:double" dictRef="v:nupdown">-1.0000</scalar>
            <scalar dataType="xsd:integer" dictRef="v:ismear">0</scalar>
            <scalar dataType="xsd:double" dictRef="v:sigma">0.05</scalar>
            <scalar dataType="xsd:string" dictRef="v:ldipol">T</scalar>
            <scalar dataType="xsd:integer" dictRef="v:idipol">3</scalar>
            <scalar dictRef="v:ldau">true</scalar>
            <scalar dataType="xsd:integer" dictRef="v:ldautype">2</scalar>
            <scalar dataType="xsd:string" dictRef="v:gga">PE</scalar>
            <scalar dataType="xsd:boolean" dictRef="v:lhfcalc">false</scalar>
            <array dataType="xsd:integer" dictRef="cc:atomcount" size="4">12 24 3 10</array>
        </module>
    </comment>






Template definition



<templateList>  <xi:include href="incar/dimension.xml" />  <xi:include href="incar/startparameters.xml" />  <xi:include href="incar/electronic.relaxation.xml" />  <xi:include href="incar/ionic.relaxation.xml" />  <xi:include href="incar/exchange.correlation.xml" />  <xi:include href="incar/atom.info.xml" />  <xi:include href="incar/dipole.xml" />  <xi:include href="incar/vcw.xml" />  <xi:include href="incar/dos.xml" />
    </templateList>
<templateList>  <template id="temperature" pattern="\s*TEIN.*" endPattern=".*" endPattern2="~">    <record id="temperature">\s*TEIN\s*={F,cc:temp}initial\stemperature.*</record>    <transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:temp']" value="si:k" />
        </template>  <template id="potim" pattern="\s*POTIM.*" endPattern=".*" endPattern2="~">    <record id="potim">\s*POTIM\s*={F,v:potim}.*</record>
        </template>  <template id="ldau" pattern="\s*LDA.*is\sselected,\stype\sis\sset.*" endPattern2="~">    <record id="ldau">\s*LDA.*is\sselected,\stype\sis\sset\sto\sLDAUTYPE\s={I,v:ldautype}.*</record>    <transform process="addChild" xpath="." elementName="cml:scalar" position="0" dictRef="v:ldau" value="true" />
        </template>
    </templateList>
<transform process="move" xpath=".//cml:scalar" to="." />
<transform process="move" xpath=".//cml:array" to="." />
<transform process="delete" xpath=".//cml:module" />
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dimension


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	dimension



	name

	Dimension of arrays section



	pattern

	\s*Dimension\sof\sarrays:.*



	endPattern

	\s*



	endPattern2

	~



	xml:base

	incar/dimension.xml







Input



Dimension of arrays:
  k-points           NKPTS =      5   k-points in BZ     NKDIM =      5   number of bands    NBANDS=    192
  number of dos      NEDOS =    301   number of ions     NIONS =     49
  non local maximal  LDIM  =      8   non local SUM 2l+1 LMDIM =     32
  total plane-waves  NPLWV = 290304
  max r-space proj   IRMAX =   3928   max aug-charges    IRDMAX=  12951
  dimension x,y,z NGX =    48 NGY =   48 NGZ =  126
  dimension x,y,z NGXF=    96 NGYF=   96 NGZF=  252
  support grid    NGXF=    96 NGYF=   96 NGZF=  252
  ions per type =              12  24   3  10






Output text



<comment class="example.output" id="dimension">
        <module cmlx:templateRef="dimension">
            <module cmlx:templateRef="atomtypes">
                <list cmlx:templateRef="missingID">
                    <array dataType="xsd:integer" dictRef="cc:atomcount" size="4">12 24 3 10</array>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="atomtypes" pattern="\s*ions\sper\stype\s=.*" endPattern=".*" endPattern2="~">    <record makeArray="true">\s*ions\sper\stype\s={1_50I,cc:atomcount}</record>
        </template>

    </templateList>








          

      

      

    

  

  
    

    startparameters
    

    

   


  

    
      
          
            
  
startparameters


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	startparameters



	name

	Startparameter for this run



	pattern

	\s*Startparameter\sfor\sthis\srun:\s*



	endPattern

	\s*



	xml:base

	incar/startparameters.xml







Input



Startparameter for this run:
  NWRITE =      2    write-flag & timer
  PREC   = normal    normal or accurate (medium, high low for compatibility)
  ISTART =      1    job   : 0-new  1-cont  2-samecut
  ICHARG =      0    charge: 1-file 2-atom 10-const
  ISPIN  =      2    spin polarized calculation?
  LNONCOLLINEAR =      F non collinear calculations
  LSORBIT =      F    spin-orbit coupling
  INIWAV =      1    electr: 0-lowe 1-rand  2-diag
  LASPH  =      T    aspherical Exc in radial PAW
  METAGGA=      F    non-selfconsistent MetaGGA calc.






Output text



<comment class="example.output" id="startparameters">
        <module cmlx:templateRef="startparameters">
            <module>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:integer" dictRef="v:ispin">2</scalar>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*ISPIN.*" endPattern=".*" endPattern2="~">    <record>\s*ISPIN\s*={I,v:ispin}.*</record>
        </template>
    </templateList>
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electronic.relaxation


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	electronic.relaxation



	name

	Electronic relaxation



	pattern

	\s*Electronic\sRelaxation.*



	endPattern

	\s*



	endPattern2

	\s*Ionic.*



	xml:base

	incar/electronic.relaxation.xml







Input



Electronic Relaxation 1
  ENCUT  =  500.0 eV  36.75 Ry    6.06 a.u.  14.17 14.17 41.81*2*pi/ulx,y,z
  ENINI  =  500.0     initial cutoff
  ENAUG  =  644.9 eV  augmentation charge cutoff
  NELM   =    250;   NELMIN=  2; NELMDL=  0     # of ELM steps
  EDIFF  = 0.1E-04   stopping-criterion for ELM
  LREAL  =      T    real-space projection
  NLSPLINE    = F    spline interpolate recip. space projectors
  LCOMPAT=      F    compatible to vasp.4.4
  GGA_COMPAT  = T    GGA compatible to vasp.4.4-vasp.4.6
  LMAXPAW     = -100 max onsite density
  LMAXMIX     =    6 max onsite mixed and CHGCAR
  VOSKOWN=      0    Vosko Wilk Nusair interpolation
  ROPT   =   -0.00050  -0.00050  -0.00050  -0.00050






Output text



<comment class="example.output" id="electronic.relaxation">
        <module cmlx:templateRef="electronic.relaxation">
            <module>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:integer" dictRef="v:energyCutoff" units="nonsi:electronvolt">500</scalar>
                </list>
            </module>
            <module>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:double" dictRef="v:ediff">0.1E-04</scalar>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*ENCUT.*" endPattern=".*" endPattern2="~">    <record>\s*ENCUT\s*={I,v:energyCutoff}.*</record>
        </template>  <template pattern="\s*EDIFF.*" endPattern=".*" endPattern2="~">    <record>\s*EDIFF\s*={E,v:ediff}.*</record>
        </template>
    </templateList>
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='v:energyCutoff']" value="nonsi:electronvolt" />








          

      

      

    

  

  
    

    ionic.relaxation
    

    

   


  

    
      
          
            
  
ionic.relaxation


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	ionic.relaxation



	name

	Ionic relaxation section



	pattern

	\s*Ionic\srelaxation.*



	endPattern

	\s*



	repeat

	*



	xml:base

	incar/ionic.relaxation.xml







Input



Ionic relaxation
  EDIFFG = 0.1E-03   stopping-criterion for IOM
  NSW    =    600    number of steps for IOM
  NBLOCK =      1;   KBLOCK =    600    inner block; outer block
  IBRION =     44    ionic relax: 0-MD 1-quasi-New 2-CG
  NFREE  =      0    steps in history (QN), initial steepest desc. (CG)
  ISIF   =      2    stress and relaxation
  IWAVPR =     11    prediction:  0-non 1-charg 2-wave 3-comb
  ISYM   =      2    0-nonsym 1-usesym 2-fastsym
  LCORR  =      T    Harris-Foulkes like correction to forces






Output text



<comment class="example.output" id="ionic.relaxation">
        <module cmlx:templateRef="ionic.relaxation">
            <module>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:double" dictRef="v:ediffg">0.1E-03</scalar>
                </list>
            </module>
            <module>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:integer" dictRef="v:ibrion">44</scalar>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*IBRION.*" endPattern=".*" endPattern2="~">    <record>\s*IBRION\s*={I,v:ibrion}.*</record>
        </template>  <template pattern="\s*EDIFFG.*" endPattern=".*" endPattern2="~">    <record>\s*EDIFFG\s*={E,v:ediffg}.*</record>
        </template>
    </templateList>
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exchange.correlation


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	exchange.correlation



	name

	Exchange correlation treatment



	pattern

	\s*Exchange\scorrelation\streatment:\s*



	endPattern

	\s*



	xml:base

	incar/exchange.correlation.xml







Input



Exchange correlation treatment:
  GGA     =    PE    GGA type
  LEXCH   =     8    internal setting for exchange type
  VOSKOWN=      0    Vosko Wilk Nusair interpolation
  LHFCALC =     F    Hartree Fock is set to
  LHFONE  =     F    Hartree Fock one center treatment
  AEXX    =    0.0000 exact exchange contribution






Output text



<comment class="example.output" id="exchange.correlation">
        <module cmlx:templateRef="exchange.correlation">
            <module>
               <list cmlx:templateRef="missingID">
                  <scalar dataType="xsd:string" dictRef="v:gga">PE</scalar>
               </list>
            </module>
            <module cmlx:templateRef="parameter">
               <list cmlx:templateRef="missingID">
                  <list>
                     <scalar dataType="xsd:string" dictRef="v:lexch">8</scalar>
                  </list>
               </list>
            </module>
            <module cmlx:templateRef="parameter">
               <list cmlx:templateRef="missingID">
                  <list>
                     <scalar dataType="xsd:string" dictRef="v:voskown">0</scalar>
                  </list>
               </list>
            </module>
            <module cmlx:templateRef="LHFCALC">
               <list cmlx:templateRef="missingID">
                  <scalar dataType="xsd:boolean" dictRef="v:lhfcalc">false</scalar>
               </list>
            </module>
            <module cmlx:templateRef="parameter">
               <list cmlx:templateRef="missingID">
                  <list>
                     <scalar dataType="xsd:string" dictRef="v:lhfone">F</scalar>
                  </list>
               </list>
            </module>
            <module cmlx:templateRef="AEXX">
               <list cmlx:templateRef="missingID">
                  <scalar dataType="xsd:double" dictRef="v:aexx">0.0000</scalar>
               </list>
            </module>
         </module>
    </comment>






Template definition



<templateList>  <template pattern="\s+GGA\s+.*" endPattern=".*" endPattern2="~">    <record>\s+GGA\s+.*={A,v:gga}.*</record>
        </template>  <template id="LHFCALC" pattern="\s+LHFCALC\s+.*" endPattern=".*" endPattern2="~">    <record>\s+LHFCALC\s+.*={B,v:lhfcalc}.*</record>
        </template>  <template id="HFSCREEN" pattern="\s+HFSCREEN\s*.*" endPattern=".*" endPattern2="~">    <record>\s+HFSCREEN\s*.*={E,v:hfscreen}.*</record>
        </template>  <template id="AEXX" pattern="\s+AEXX\s*.*" endPattern=".*" endPattern2="~">    <record>\s+AEXX\s*.*={E,v:aexx}.*</record>
        </template>  <template id="AGGAX" pattern="\s+AGGAX\s*.*" endPattern=".*" endPattern2="~">    <record>\s+AGGAX\s*.*={E,v:aggax}.*</record>
        </template>  <template id="ALDAC" pattern="\s+ALDAC\s*.*" endPattern=".*" endPattern2="~">    <record>\s+AGGAX\s*.*={E,v:aldac}.*</record>
        </template>  <template id="parameter" pattern=".*=.*" endPattern=".*" endPattern2="~" repeat="*">    <record>\s+{A,x:parameter}={A,x:value}{X,x:description}</record>    <transform process="addAttribute" xpath=".//cml:scalar[@dictRef='x:value']" name="dictRef" value="$string(concat('v:' , lower-case(preceding-sibling::cml:scalar[@dictRef='x:parameter']/text())))" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:description']" />    <transform process="delete" xpath=".//cml:scalar[@dictRef='x:parameter']" />
        </template>
    </templateList>
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atom.info


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	atom.info



	name

	Atom additional information



	pattern

	\s+Mass\sof\sIons\sin\sam.*



	endPattern

	\s*



	endPattern2

	\s*Atomic\sWigner-Seitz\sradii.*



	repeat

	*



	xml:base

	incar/atom.info.xml







Output text



<comment class="example,output" id="atom.info">
  Mass of Ions in am
   POMASS = 140.12 16.00 12.01  1.00
  Ionic Valenz
   ZVAL   =  12.00  6.00  4.00  1.00
  Atomic Wigner-Seitz radii
 </comment>






Output text



<comment class="example.output" id="atom.info">
        <module cmlx:templateRef="atom.info">
            <list cmlx:templateRef="missingID">
                <list />
            </list>
            <list cmlx:templateRef="missingID">
                <array dataType="xsd:double" dictRef="cc:mass" size="4">47.88 16.00 12.01 1.00</array>
            </list>
            <list cmlx:templateRef="missingID">
                <list />
            </list>
            <list cmlx:templateRef="missingID">
                <array dataType="xsd:double" dictRef="cc:valence" size="4">10.00 6.00 4.00 1.00</array>
            </list>
        </module>
    </comment>






Template definition



<record repeat="1" />
<record>\s+POMASS\s+={1_50F,cc:mass}</record>
<record repeat="1" />
<record>\s+ZVAL\s+={1_50F,cc:valence}</record>
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dipole


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	dipole



	name

	Dipole corrections



	pattern

	\s*Dipole\scorrections.*



	endPattern

	\s*



	repeat

	*



	xml:base

	incar/dipole.xml







Input



Dipole corrections
  LMONO  =      F    monopole corrections only (constant potential shift)
  LDIPOL =      T    correct potential (dipole corrections)
  IDIPOL =      3    1-x, 2-y, 3-z, 4-all directions
  EPSILON=  1.0000000 bulk dielectric constant






Output text



<comment class="example.output" id="dipole">
        <module cmlx:templateRef="dipole">
            <module>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:string" dictRef="v:ldipol">T</scalar>
                </list>
            </module>
            <module>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:integer" dictRef="v:idipol">3</scalar>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*LDIPOL.*" endPattern=".*" endPattern2="~">    <record>\s*LDIPOL\s*={A,v:ldipol}.*</record>
        </template>  <template pattern="\s*IDIPOL.*" endPattern=".*" endPattern2="~">    <record>\s*IDIPOL\s*={I,v:idipol}.*</record>
        </template>
    </templateList>
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vcw


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	vcw



	pattern

	\s*Atomic\sWigner-Seitz\sradii.*



	endPattern

	\s*



	endPattern2

	~



	repeat

	*



	xml:base

	incar/vcw.xml







Input



Atomic Wigner-Seitz radii
 RWIGS  =  -1.00 -1.00 -1.00 -1.00
virtual crystal weights
 VCA    =   1.00  1.00  1.00  1.00
 NELECT =     310.0000    total number of electrons
 NUPDOWN=      -1.0000    fix difference up-down






Input



Atomic Wigner-Seitz radii
 RWIGS  =  -1.00 -1.00
 NELECT =      38.0000    total number of electrons
 NUPDOWN=       0.0000    fix difference up-down






Output text



<comment class="example.output" id="vcw">
        <module cmlx:templateRef="vcw">
            <module cmlx:templateRef="nelect">
              <list cmlx:templateRef="missingID">
                <scalar dataType="xsd:double" dictRef="v:nelect">310.0000</scalar>
              </list>
              <list cmlx:templateRef="missingID">
                <scalar dataType="xsd:double" dictRef="v:nupdown">-1.0000</scalar>
              </list>
            </module>
        </module>
    </comment>






Output text



<comment class="example.output" id="vcw2">
        <module cmlx:templateRef="vcw">
            <module cmlx:templateRef="nelect">
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:double" dictRef="v:nelect">38.0000</scalar>
                </list>
                <list cmlx:templateRef="missingID">
                    <scalar dataType="xsd:double" dictRef="v:nupdown">0.0000</scalar>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template id="nelect" pattern="\s*NELECT\s=.*" endPattern="\s*NUPDOWN\s*=.*" endPattern2="~" endOffset="1">    <record>\s*NELECT\s={F,v:nelect}total\snumber\sof\selectrons.*</record>    <record>\s*NUPDOWN\s*={F,v:nupdown}fix\sdifference\sup-down.*</record>
        </template>
    </templateList>
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dos


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	dos



	name

	DOS related values



	pattern

	\s*DOS\srelated\svalues:\s*



	endPattern

	\s*



	endPattern2

	~



	xml:base

	incar/dos.xml







Input



DOS related values:
  EMIN   =  10.00;   EMAX   =-10.00  energy-range for DOS
  EFERMI =   0.00
  ISMEAR =     0;   SIGMA  =   0.05  broadening in eV -4-tet -1-fermi 0-gaus






Output text



<comment class="example.output" id="dos">
        <module cmlx:templateRef="dos">
            <module>
                <list cmlx:templateRef="missingID">
                    <list>
                        <scalar dataType="xsd:integer" dictRef="v:ismear">0</scalar>
                        <scalar dataType="xsd:double" dictRef="v:sigma">0.05</scalar>
                    </list>
                </list>
            </module>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*ISMEAR.*" endPattern=".*" endPattern2="~">    <record>\s*ISMEAR\s*={I,v:ismear};\s*SIGMA\s*={F,v:sigma}.*</record>
        </template>
    </templateList>
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potcar



	atom.potcar








Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	potcar



	name

	Potcar resume section



	pattern

	\s*POTCAR.*$\s\s.*



	endPattern

	\s*$\s*



	endPattern2

	\s*(POSCAR|EXHCAR:).*



	endPattern3

	\s*-{90}\s*



	endPattern4

	\s*\S+\s+\w\w?\w?\s+\S+\s*:\s*



	endOffset

	0



	repeat

	*



	xml:base

	potcar/potcar.xml







Input



POTCAR:    PAW_PBE Ce 23Dec2003
  VRHFIN =Ce : [core= Kr 4d10]
  LEXCH  = PE
  EATOM  =  1063.0861 eV,   78.1346 Ry

  TITEL  = PAW_PBE Ce 23Dec2003
  LULTRA =        F    use ultrasoft PP ?
  IUNSCR =        1    unscreen: 0-lin 1-nonlin 2-no
  RPACOR =    1.800    partial core radius
  POMASS =  140.115; ZVAL   =   12.000    mass and valenz
  RCORE  =    2.700    outmost cutoff radius
  RWIGS  =    2.500; RWIGS  =    1.323    wigner-seitz radius (au A)
  ENMAX  =  273.042; ENMIN  =  204.781 eV
  RCLOC  =    1.810    cutoff for local pot
  LCOR   =        T    correct aug charges
  LPAW   =        T    paw PP
  EAUG   =  580.196
  DEXC   =    0.000
  RMAX   =    2.749    core radius for proj-oper
  RAUG   =    1.300    factor for augmentation sphere
  RDEP   =    2.810    radius for radial grids
  RDEPT  =    2.162    core radius for aug-charge

  Atomic configuration
  14 entries
    n  l   j            E        occ.
    1  0  0.50    -40258.9816   2.0000
    2  0  0.50     -6445.4884   2.0000
    2  1  1.50     -5771.7470   6.0000
    3  0  0.50     -1387.9739   2.0000
    3  1  1.50     -1173.8158   6.0000
    3  2  2.50      -869.9108  10.0000
    4  0  0.50      -280.8706   2.0000
    4  1  1.50      -210.9815   6.0000
    4  2  2.50      -110.4558  10.0000
    5  0  0.50       -40.5819   2.0000
    6  0  0.50        -3.7444   2.0000
    5  1  1.50       -23.2188   6.0000
    5  2  2.50        -3.0598   1.0000
    4  3  2.50        -5.3970   1.0000
  Description
    l       E           TYP  RCUT    TYP  RCUT
    0    -40.5819164     23  1.500
    0     -3.7443793     23  2.300
    1    -23.2188445     23  2.000
    1     40.8174780     23  2.300
    2     -3.0597556     23  2.500
    2     13.6058260     23  2.500
    3     -5.3970469     23  2.700
    3     -5.8505052     23  2.700
 local pseudopotential read in
 partial core-charges read in
 partial kinetic energy density read in
 atomic valenz-charges read in
 non local Contribution for L=           0  read in
   real space projection operators read in
 non local Contribution for L=           0  read in
   real space projection operators read in
 non local Contribution for L=           1  read in
   real space projection operators read in
 non local Contribution for L=           1  read in
   real space projection operators read in
 non local Contribution for L=           2  read in
   real space projection operators read in
 non local Contribution for L=           2  read in
   real space projection operators read in
 non local Contribution for L=           3  read in
   real space projection operators read in
 non local Contribution for L=           3  read in
   real space projection operators read in
   PAW grid and wavefunctions read in

  number of l-projection  operators is LMAX  =           8
  number of lm-projection operators is LMMAX =          32

POTCAR:    PAW_PBE H 15Jun2001
  VRHFIN =H: ultrasoft test
  LEXCH  = PE
...

POSCAR: CIF file






Output text



<comment class="example.output" id="potcar">
        <module cmlx:templateRef="potcar">
            <array dataType="xsd:string" delimiter="|" dictRef="v:pseudopotential" size="4">PAW_PBE Ce 23Dec2003|PAW_PBE O 08Apr2002|PAW_PBE C 08Apr2002|PAW_PBE H 15Jun2001</array>
            <array dataType="xsd:string" dictRef="cc:atomType" size="4">Ce O C H</array>
            <array dataType="xsd:double" dictRef="cc:mass" size="4">140.115 16.000 12.011 1.000</array>
            <array dataType="xsd:double" dictRef="cc:valence" size="4">12.000 6.000 4.000 1.000</array>
        </module>
    </comment>






Template definition



<templateList>  <xi:include href="potcar/atom.potcar.xml" />
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:pseudopotential']" delimiter="|" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:atomType']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:mass']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:valence']" />
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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atom.potcar


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	atom.potcar



	name

	Potcar resume section



	pattern

	\s*POTCAR:.*$\s{2,}\w.*



	endPattern

	\s\w.*



	endPattern2

	~



	endOffset

	0



	repeat

	*



	xml:base

	potcar/atom.potcar.xml







Input



POTCAR:   PAW_GGA O 05Jan2001
  VRHFIN =O: s2p4
  LEXCH  = 91
  EATOM  =   433.0277 eV,   31.8266 Ry

  TITEL  = PAW_GGA O 05Jan2001
  LULTRA =        F    use ultrasoft PP ?
  IUNSCR =        0    unscreen: 0-lin 1-nonlin 2-no
  RPACOR =     .000    partial core radius
  POMASS =   16.000; ZVAL   =    6.000    mass and valenz
  RCORE  =    1.520    outmost cutoff radius
  RWIGS  =    1.550; RWIGS  =     .820    wigner-seitz radius (au A)
  ENMAX  =  400.000; ENMIN  =  300.000 eV
  ICORE  =        2    local potential
  LCOR   =        T    correct aug charges
  LPAW   =        T    paw PP
  EAUG   =  605.392
  DEXC   =     .000
  RMAX   =    2.264    core radius for proj-oper
  RAUG   =    1.300    factor for augmentation sphere
  RDEP   =    1.550    radius for radial grids
  QCUT   =   -5.520; QGAM   =   11.040    optimization parameters

  Description
    l     E      TYP  RCUT    TYP  RCUT
    0   .000     23  1.200
    0  -.700     23  1.200
    1   .000     23  1.520
    1   .600     23  1.520
    2   .000      7  1.500
 local pseudopotential read in
 atomic valenz-charges read in
 non local Contribution for L=           0  read in
   real space projection operators read in
 non local Contribution for L=           0  read in
   real space projection operators read in
 non local Contribution for L=           1  read in
   real space projection operators read in
 non local Contribution for L=           1  read in
   real space projection operators read in
   PAW grid and wavefunctions read in

  number of l-projection  operators is LMAX  =           4
  number of lm-projection operators is LMMAX =           8

PAW_GGA Ti 08Aug2001                   :






Output text



<comment class="example.output" id="atom.potcar">
        <module cmlx:templateRef="atom:potcar">
            <scalar dataType="xsd:string" dictRef="v:pseudopotential">PAW_PBE O 08Apr2002</scalar>
            <scalar dataType="xsd:string" dictRef="cc:atomType">O</scalar>
            <scalar dataType="xsd:double" dictRef="cc:mass">16.000</scalar>
            <scalar dataType="xsd:double" dictRef="cc:valence">6.000</scalar>
        </module>
    </comment>






Template definition



<record>\s*POTCAR:\s*{X,v:pseudopotential}</record>
<transform process="addChild" xpath="." dictRef="cc:atomType" value="$string(tokenize(tokenize(.//cml:scalar[@dictRef='v:pseudopotential'],'\s+')[2],'_')[1])" elementName="cml:scalar" />
<transform process="pullup" xpath=".//cml:list/cml:scalar" />
<templateList>  <template id="massvalence" pattern="\s*POMASS\s*=.*;\s*ZVAL\s*.*" endPattern=".*">    <record>\s*POMASS\s*={F,cc:mass};\s*ZVAL\s*={F,cc:valence}mass\sand\svalenz\s*</record>    <transform process="pullup" xpath=".//cml:scalar" repeat="3" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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lattice


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	lattice



	name

	Lattice vectors



	pattern

	\s*direct\slattice\svectors\s*reciprocal\slattice\svectors.*



	endPattern

	\s*



	endPattern2

	~



	endOffset

	0



	repeat

	*



	xml:base

	position/lattice.xml







Input



  direct lattice vectors                 reciprocal lattice vectors
13.011000000  0.000000000  0.000000000     0.076858043  0.000000000  0.000000000
 0.000000000 13.011000000  0.000000000     0.000000000  0.076858043  0.000000000
 0.000000000  0.000000000 19.337000000     0.000000000  0.000000000  0.051714330






Output text



<comment class="example.output" id="lattice">
        <module cmlx:templateRef="lattice">
            <array dataType="xsd:double" dictRef="cc:lattice" size="3">13.011000000 0.000000000 0.000000000</array>
            <array dataType="xsd:double" dictRef="cc:lattice" size="3">0.000000000 13.011000000 0.000000000</array>
            <array dataType="xsd:double" dictRef="cc:lattice" size="3">0.000000000 0.000000000 19.337000000</array>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*direct\slattice\svectors\s*reciprocal\slattice\svectors.*" endPattern="~">    <record repeat="1" />    <record>{3F,cc:lattice}.*</record>    <record>{3F,cc:lattice}.*</record>    <record>{3F,cc:lattice}.*</record>    <transform process="pullup" xpath=".//cml:array" repeat="2" />
        </template>
    </templateList>
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	position



	name

	Positions in fractional coordinates



	pattern

	\s*position\sof\sions\sin\sfractional\scoordinates\s\(direct\slattice\).*



	endPattern

	\s*



	repeat

	*



	xml:base

	position/positions.xml







Input



position of ions in fractional coordinates (direct lattice)
  0.16666500  0.33333501  0.03459000
  0.16666500  0.83333501  0.03459000
  0.66666500  0.33333501  0.03459000
  0.66666500  0.83333501  0.03459000
  0.33344208  0.16678690  0.17241022
  0.33370785  0.66723260  0.17236879
  0.83356269  0.16703726  0.17234065
  0.83363629  0.66717655  0.17245114
  0.00055589  0.00179727  0.31021653
  0.00128051  0.50131695  0.30977472
  0.50122386  0.00133435  0.31014414
  0.50020908  0.50086165  0.30991796
  0.00000000  0.00000000  0.00000000
  0.00000000  0.50000000  0.00000000
  0.50000000  0.00000000  0.00000000
  0.50000000  0.50000000  0.00000000
  0.33333501  0.16666500  0.06918000
  0.33333501  0.66666500  0.06918000
  0.83333501  0.16666500  0.06918000
  0.83333501  0.66666500  0.06918000
  0.16666500  0.33333501  0.13837001
  0.16666500  0.83333501  0.13837001
  0.66666500  0.33333501  0.13837001
  0.66666500  0.83333501  0.13837001
  0.00078633  0.00081280  0.20583181
  0.00070507  0.50087513  0.20577521
  0.50008487  0.00078081  0.20576536
  0.49993408  0.49978326  0.20584340
  0.33351324  0.16671123  0.27905870
  0.33503831  0.66883301  0.27846615
  0.83360028  0.16754563  0.27824211
  0.83392651  0.66832458  0.27853659
  0.16420118  0.33792779  0.36587087
  0.16720140  0.83425831  0.36977061
  0.67367077  0.33715788  0.36672624
  0.66731975  0.83561243  0.36833882
  0.34790048  0.20014118  0.47522548
  0.40274117  0.38177333  0.48995583
  0.54131862  0.58946666  0.50116705
  0.16783755  0.09136909  0.47266040
  0.18523424  0.33429035  0.40778406
  0.10603102  0.24227062  0.48043436
  0.66232245  0.34363224  0.40869442
  0.15082389  0.80250040  0.41108887
  0.68703805  0.85873047  0.41002896
  0.43618283  0.13522132  0.46102313
  0.69211950  0.63331329  0.48545774
  0.49407341  0.68433687  0.47869690
  0.55148637  0.62329277  0.54801584






Output text



<comment class="example.output" id="position">
        <module cmlx:templateRef="position">
            <atom id="atom" xFract="0.16666500" yFract="0.33333501" zFract="0.03459000" />
            <atom id="atom" xFract="0.16666500" yFract="0.83333501" zFract="0.03459000" />
            <atom id="atom" xFract="0.66666500" yFract="0.33333501" zFract="0.03459000" />
            <atom id="atom" xFract="0.66666500" yFract="0.83333501" zFract="0.03459000" />
            <atom id="atom" xFract="0.33344208" yFract="0.16678690" zFract="0.17241022" />
            <atom id="atom" xFract="0.33370785" yFract="0.66723260" zFract="0.17236879" />
            <atom id="atom" xFract="0.83356269" yFract="0.16703726" zFract="0.17234065" />
            <atom id="atom" xFract="0.83363629" yFract="0.66717655" zFract="0.17245114" />
            <atom id="atom" xFract="0.00055589" yFract="0.00179727" zFract="0.31021653" />
            <atom id="atom" xFract="0.00128051" yFract="0.50131695" zFract="0.30977472" />
            <atom id="atom" xFract="0.50122386" yFract="0.00133435" zFract="0.31014414" />
            <atom id="atom" xFract="0.50020908" yFract="0.50086165" zFract="0.30991796" />
            <atom id="atom" xFract="0.00000000" yFract="0.00000000" zFract="0.00000000" />
            <atom id="atom" xFract="0.00000000" yFract="0.50000000" zFract="0.00000000" />
            <atom id="atom" xFract="0.50000000" yFract="0.00000000" zFract="0.00000000" />
            <atom id="atom" xFract="0.50000000" yFract="0.50000000" zFract="0.00000000" />
            <atom id="atom" xFract="0.33333501" yFract="0.16666500" zFract="0.06918000" />
            <atom id="atom" xFract="0.33333501" yFract="0.66666500" zFract="0.06918000" />
            <atom id="atom" xFract="0.83333501" yFract="0.16666500" zFract="0.06918000" />
            <atom id="atom" xFract="0.83333501" yFract="0.66666500" zFract="0.06918000" />
            <atom id="atom" xFract="0.16666500" yFract="0.33333501" zFract="0.13837001" />
            <atom id="atom" xFract="0.16666500" yFract="0.83333501" zFract="0.13837001" />
            <atom id="atom" xFract="0.66666500" yFract="0.33333501" zFract="0.13837001" />
            <atom id="atom" xFract="0.66666500" yFract="0.83333501" zFract="0.13837001" />
            <atom id="atom" xFract="0.00078633" yFract="0.00081280" zFract="0.20583181" />
            <atom id="atom" xFract="0.00070507" yFract="0.50087513" zFract="0.20577521" />
            <atom id="atom" xFract="0.50008487" yFract="0.00078081" zFract="0.20576536" />
            <atom id="atom" xFract="0.49993408" yFract="0.49978326" zFract="0.20584340" />
            <atom id="atom" xFract="0.33351324" yFract="0.16671123" zFract="0.27905870" />
            <atom id="atom" xFract="0.33503831" yFract="0.66883301" zFract="0.27846615" />
            <atom id="atom" xFract="0.83360028" yFract="0.16754563" zFract="0.27824211" />
            <atom id="atom" xFract="0.83392651" yFract="0.66832458" zFract="0.27853659" />
            <atom id="atom" xFract="0.16420118" yFract="0.33792779" zFract="0.36587087" />
            <atom id="atom" xFract="0.16720140" yFract="0.83425831" zFract="0.36977061" />
            <atom id="atom" xFract="0.67367077" yFract="0.33715788" zFract="0.36672624" />
            <atom id="atom" xFract="0.66731975" yFract="0.83561243" zFract="0.36833882" />
            <atom id="atom" xFract="0.34790048" yFract="0.20014118" zFract="0.47522548" />
            <atom id="atom" xFract="0.40274117" yFract="0.38177333" zFract="0.48995583" />
            <atom id="atom" xFract="0.54131862" yFract="0.58946666" zFract="0.50116705" />
            <atom id="atom" xFract="0.16783755" yFract="0.09136909" zFract="0.47266040" />
            <atom id="atom" xFract="0.18523424" yFract="0.33429035" zFract="0.40778406" />
            <atom id="atom" xFract="0.10603102" yFract="0.24227062" zFract="0.48043436" />
            <atom id="atom" xFract="0.66232245" yFract="0.34363224" zFract="0.40869442" />
            <atom id="atom" xFract="0.15082389" yFract="0.80250040" zFract="0.41108887" />
            <atom id="atom" xFract="0.68703805" yFract="0.85873047" zFract="0.41002896" />
            <atom id="atom" xFract="0.43618283" yFract="0.13522132" zFract="0.46102313" />
            <atom id="atom" xFract="0.69211950" yFract="0.63331329" zFract="0.48545774" />
            <atom id="atom" xFract="0.49407341" yFract="0.68433687" zFract="0.47869690" />
            <atom id="atom" xFract="0.55148637" yFract="0.62329277" zFract="0.54801584" />
        </module>
    </comment>






Template definition



<record repeat="1" />
<record id="atom" repeat="*">{F,cc:xFract}{F,cc:yFract}{F,cc:zFract}</record>
<transform process="addChild" elementName="atom" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:list" id="atom" />
<transform process="addAttribute" xpath=".//cml:atom" name="xFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:xFract'])" />
<transform process="addAttribute" xpath=".//cml:atom" name="yFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:yFract'])" />
<transform process="addAttribute" xpath=".//cml:atom" name="zFract" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:zFract'])" />
<transform process="move" xpath=".//cml:atom" to="." />
<transform process="delete" xpath=".//cml:list" />
<transform process="createMoleculeVasp" xpath="." incar="//cml:module[@cmlx:templateRef='incar']" potcar="//cml:module[@cmlx:templateRef='potcar']" lattice="./preceding::cml:module[@cmlx:templateRef='lattice']" id="initial" />
<transform process="delete" xpath="./preceding::cml:module[@cmlx:templateRef='lattice']" />
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calculated.position


Implementation level





	Type

	Status





	CML extraction template
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	HTML5 representation
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Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	calculated.position



	name

	Calculated position section



	pattern

	\s*POSITION\s*TOTAL-FORCE.*



	endPattern

	\s*total\sdrift.*



	endOffset

	1



	repeat

	*



	xml:base

	position/calculated.position.xml







Input



POSITION                                       TOTAL-FORCE (eV/Angst)
-----------------------------------------------------------------------------------
    -0.00002      2.24377      0.79325         0.001871     -0.001863      0.067198
    -1.94317      5.60940      0.79325        -0.003895      0.002409      0.058717
     3.88628      2.24377      0.79325        -0.002072      0.002470      0.068952
     1.94313      5.60940      0.79325         0.003820      0.000508      0.056942
     1.94367      1.12264      3.95457         0.001939      0.001296      0.004689
     0.00093      4.49139      3.95314         0.000629      0.000320      0.006217
     5.82990      1.12411      3.95385        -0.002273     -0.001571      0.005234
     3.88701      4.49100      3.95542        -0.000669     -0.000701      0.001570
    -0.00134      0.01117      7.11615         0.004395      0.001798      0.003599
    -1.93797      3.37410      7.10499        -0.002767     -0.009980      0.011309
     3.89024      0.00821      7.11493        -0.005704     -0.001046      0.024817
     1.94339      3.37205      7.10663         0.003518     -0.002407      0.024542
     0.00000      0.00000      0.00000        -0.000982     -0.000387      0.081386
    -1.94315      3.36563      0.00000         0.000362      0.001311      0.081542
     3.88630      0.00000      0.00000         0.000403     -0.001129      0.081661
     1.94315      3.36563      0.00000        -0.000936      0.001985      0.081366
     1.94317      1.12187      1.58649         0.000051     -0.000530      0.101701
     0.00002      4.48750      1.58649         0.000540      0.006077      0.099017
     5.82947      1.12187      1.58649         0.000119      0.000083      0.098373
     3.88632      4.48750      1.58649         0.000039      0.005886      0.104652
    -0.00002      2.24377      3.17321        -0.002532      0.018835     -0.395864
    -1.94317      5.60940      3.17321        -0.001719      0.011846     -0.396337
     3.88628      2.24377      3.17321         0.013230      0.025142     -0.391128
     1.94313      5.60940      3.17321         0.009335      0.014889     -0.380933
     0.00268      0.00603      4.72251        -0.000746      0.003350      0.009566
    -1.94071      3.37094      4.72109        -0.001106      0.002985      0.011565
     3.88519      0.00540      4.72025         0.005881      0.000535      0.017951
     1.94417      3.36510      4.71961         0.002557      0.003496      0.001813
     1.94495      1.12234      6.39972         0.001450      0.001855      0.006440
     0.00355      4.50104      6.38652        -0.004360     -0.005663      0.006159
     5.82850      1.12740      6.38631        -0.006965      0.000849      0.007079
     3.88697      4.49791      6.38841         0.003561      0.000156     -0.001044
    -0.02328      2.28374      8.38682         0.023866     -0.006264     -0.014484
    -1.94017      5.60681      8.47595        -0.008828     -0.034789     -0.037245
     3.92077      2.26790      8.41698        -0.002490      0.011354      0.000662
     1.94068      5.62178      8.44805         0.018357      0.000276     -0.001412
     1.89781      1.33639     10.90359        -0.068883      0.895930      0.316638
     1.76840      2.59691     11.24911        -0.047293     -1.101721     -0.198545
     1.94276      3.99165     11.50079         0.186231      0.429219      0.112486
     0.92961      0.75412     10.86983         0.287847     -0.225793      0.079885
     0.12362      2.24184      9.35007        -0.088798     -0.031133      0.017355
    -0.30417      1.36335     10.96069        -0.815981     -0.138283      0.004374
     3.81773      2.31072      9.38040         0.023107     -0.013760      0.017723
    -1.95074      5.41409      9.42719         0.000607      0.078185      0.012683
     2.00653      5.78558      9.40229         0.006551     -0.009046      0.001269
     2.79689      0.82700     10.55230         0.264780     -0.152924     -0.006499
     2.92877      4.34449     11.14390         0.100885      0.225532      0.062203
     1.17060      4.59525     10.98776         0.041080     -0.064926      0.028085
     1.86270      4.21015     12.57580         0.061990      0.055336      0.046074
-----------------------------------------------------------------------------------
   total drift:                                0.016013     -0.020582     -0.149649






Output text



<comment class="example.output" id="calculated.position">
        <module cmlx:templateRef="calculated.position">
            <atom x3="-0.00002" y3="2.24377" z3="0.79325" />
            <atom x3="-1.94317" y3="5.60940" z3="0.79325" />
            <atom x3="3.88628" y3="2.24377" z3="0.79325" />
            <atom x3="1.94313" y3="5.60940" z3="0.79325" />
            <atom x3="1.94367" y3="1.12264" z3="3.95457" />
            <atom x3="0.00093" y3="4.49139" z3="3.95314" />
            <atom x3="5.82990" y3="1.12411" z3="3.95385" />
            <atom x3="3.88701" y3="4.49100" z3="3.95542" />
            <atom x3="-0.00134" y3="0.01117" z3="7.11615" />
            <atom x3="-1.93797" y3="3.37410" z3="7.10499" />
            <atom x3="3.89024" y3="0.00821" z3="7.11493" />
            <atom x3="1.94339" y3="3.37205" z3="7.10663" />
            <atom x3="0.00000" y3="0.00000" z3="0.00000" />
            <atom x3="-1.94315" y3="3.36563" z3="0.00000" />
            <atom x3="3.88630" y3="0.00000" z3="0.00000" />
            <atom x3="1.94315" y3="3.36563" z3="0.00000" />
            <atom x3="1.94317" y3="1.12187" z3="1.58649" />
            <atom x3="0.00002" y3="4.48750" z3="1.58649" />
            <atom x3="5.82947" y3="1.12187" z3="1.58649" />
            <atom x3="3.88632" y3="4.48750" z3="1.58649" />
            <atom x3="-0.00002" y3="2.24377" z3="3.17321" />
            <atom x3="-1.94317" y3="5.60940" z3="3.17321" />
            <atom x3="3.88628" y3="2.24377" z3="3.17321" />
            <atom x3="1.94313" y3="5.60940" z3="3.17321" />
            <atom x3="0.00268" y3="0.00603" z3="4.72251" />
            <atom x3="-1.94071" y3="3.37094" z3="4.72109" />
            <atom x3="3.88519" y3="0.00540" z3="4.72025" />
            <atom x3="1.94417" y3="3.36510" z3="4.71961" />
            <atom x3="1.94495" y3="1.12234" z3="6.39972" />
            <atom x3="0.00355" y3="4.50104" z3="6.38652" />
            <atom x3="5.82850" y3="1.12740" z3="6.38631" />
            <atom x3="3.88697" y3="4.49791" z3="6.38841" />
            <atom x3="-0.02328" y3="2.28374" z3="8.38682" />
            <atom x3="-1.94017" y3="5.60681" z3="8.47595" />
            <atom x3="3.92077" y3="2.26790" z3="8.41698" />
            <atom x3="1.94068" y3="5.62178" z3="8.44805" />
            <atom x3="1.89781" y3="1.33639" z3="10.90359" />
            <atom x3="1.76840" y3="2.59691" z3="11.24911" />
            <atom x3="1.94276" y3="3.99165" z3="11.50079" />
            <atom x3="0.92961" y3="0.75412" z3="10.86983" />
            <atom x3="0.12362" y3="2.24184" z3="9.35007" />
            <atom x3="-0.30417" y3="1.36335" z3="10.96069" />
            <atom x3="3.81773" y3="2.31072" z3="9.38040" />
            <atom x3="-1.95074" y3="5.41409" z3="9.42719" />
            <atom x3="2.00653" y3="5.78558" z3="9.40229" />
            <atom x3="2.79689" y3="0.82700" z3="10.55230" />
            <atom x3="2.92877" y3="4.34449" z3="11.14390" />
            <atom x3="1.17060" y3="4.59525" z3="10.98776" />
            <atom x3="1.86270" y3="4.21015" z3="12.57580" />
        </module>
    </comment>






Template definition



<record repeat="2" />
<record id="atom" repeat="*">{F,cc:x3}{F,cc:y3}{F,cc:z3}{3F,cc:force}</record>
<record repeat="2" />
<transform process="addChild" elementName="atom" xpath=".//cml:list[@cmlx:templateRef='atom']/cml:list" />
<transform process="addAttribute" xpath=".//cml:atom" name="x3" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:x3'])" />
<transform process="addAttribute" xpath=".//cml:atom" name="y3" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:y3'])" />
<transform process="addAttribute" xpath=".//cml:atom" name="z3" value="$string(preceding-sibling::cml:scalar[@dictRef='cc:z3'])" />
<transform process="pullup" xpath=".//cml:array[@dictRef='cc:force']" repeat="2" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:force']" />
<transform process="pullup" xpath=".//cml:array[@dictRef='cc:force']" />
<transform process="move" xpath=".//cml:atom" to="." />
<transform process="delete" xpath=".//cml:list" />
<transform process="createMoleculeVasp" xpath="." incar="//cml:module[@cmlx:templateRef='incar']" potcar="//cml:module[@cmlx:templateRef='potcar']" lattice="./preceding::cml:module[@cmlx:templateRef='lattice']" id="calculated.position" />
<transform process="addAttribute" xpath="//cml:molecule[@id='calculated.position']" name="id" value="$string(concat('calculation.position.', count(./preceding::cml:molecule)))" />
<transform process="delete" xpath="./preceding::cml:module[@cmlx:templateRef='lattice']" />
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vibrations


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	vibrations



	name

	Frequencies



	pattern

	\s*Eigenvectors\sand\seigenvalues\sof\sthe\sdynamical\smatrix.*



	endPattern

	\s*Eigenvectors\safter\sdivision\sby\sSQRT.*



	endPattern2

	\s*Finite\sdifferences.*



	repeat

	*



	xml:base

	vibrations.xml







Input



Eigenvectors and eigenvalues of the dynamical matrix
----------------------------------------------------


  1 f  =   44.364320 THz   278.749247 2PiTHz 1479.834397 cm-1   183.476147 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905     0.086792    0.059775    0.054506
     2.123461  3.159979  8.997955    -0.124437    0.014775    0.068483
     3.929564  3.282697  7.985417     0.181883   -0.564416   -0.783507
     8.693927  8.693927  7.793139            0           0           0

  2 f  =   41.563851 THz   261.153381 2PiTHz 1386.420807 cm-1   171.894334 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905     0.399419   -0.326620   -0.494753
     2.123461  3.159979  8.997955    -0.340161    0.273235    0.484374
     3.929564  3.282697  7.985417     0.224982    0.043614    0.107233
     8.693927  8.693927  7.793139            0           0           0

  3 f  =   32.092964 THz   201.646039 2PiTHz 1070.506012 cm-1   132.725877 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905     0.239321   -0.183001   -0.046248
     2.123461  3.159979  8.997955    -0.009015    0.092138    0.037191
     3.929564  3.282697  7.985417    -0.884248    0.155694   -0.301674
     8.693927  8.693927  7.793139            0           0           0

  4 f  =   16.001598 THz   100.541005 2PiTHz  533.755837 cm-1    66.177313 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905     0.276224    0.816660   -0.337935
     2.123461  3.159979  8.997955    -0.122169   -0.291141    0.076405
     3.929564  3.282697  7.985417    -0.053924    0.177702   -0.050545
     8.693927  8.693927  7.793139            0           0           0

  5 f  =   13.819925 THz    86.833147 2PiTHz  460.983050 cm-1    57.154634 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905    -0.653081    0.158366   -0.239882
     2.123461  3.159979  8.997955     0.298910    0.179169    0.586536
     3.929564  3.282697  7.985417    -0.118456    0.011971   -0.105900
     8.693927  8.693927  7.793139            0           0           0

  6 f  =    6.320884 THz    39.715283 2PiTHz  210.841974 cm-1    26.141083 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905     0.322385   -0.107481   -0.388144
     2.123461  3.159979  8.997955     0.821404   -0.041657   -0.157934
     3.929564  3.282697  7.985417     0.086340   -0.157817   -0.010806
     8.693927  8.693927  7.793139            0           0           0

  7 f  =    3.352364 THz    21.063525 2PiTHz  111.822829 cm-1    13.864269 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905    -0.033606   -0.328237    0.012021
     2.123461  3.159979  8.997955    -0.008078   -0.885369    0.325720
     3.929564  3.282697  7.985417    -0.022197   -0.020770   -0.005062
     8.693927  8.693927  7.793139            0           0           0

  8 f/i=    4.722951 THz    29.675173 2PiTHz  157.540667 cm-1    19.532560 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905     0.408994    0.165142    0.652832
     2.123461  3.159979  8.997955     0.281219    0.118976    0.523103
     3.929564  3.282697  7.985417     0.054430    0.050286    0.083033
     8.693927  8.693927  7.793139            0           0           0

  9 f/i=   27.619186 THz   173.536467 2PiTHz  921.276867 cm-1   114.223815 meV
            X         Y         Z           dx          dy          dz
     0.000606  2.164506  6.405331            0           0           0
     0.000078  6.505337  6.418373            0           0           0
     0.000484 10.847335  6.414033            0           0           0
     4.324474  2.157623  6.403692            0           0           0
     4.241271  6.505156  6.421956            0           0           0
     4.324980 10.852907  6.411993            0           0           0
     8.685894  2.158179  6.411965            0           0           0
     8.769192  6.505384  6.422971            0           0           0
     8.686007 10.852952  6.413263            0           0           0
     2.164506  0.000606  6.405331            0           0           0
     2.157623  4.324474  6.403692            0           0           0
     2.158179  8.685894  6.411965            0           0           0
     6.505337  0.000078  6.418373            0           0           0
     6.505156  4.241271  6.421956            0           0           0
     6.505384  8.769192  6.422971            0           0           0
    10.847335  0.000484  6.414033            0           0           0
    10.852907  4.324980  6.411993            0           0           0
    10.852952  8.686007  6.413263            0           0           0
     2.165748  2.165748  4.298668            0           0           0
     2.156118  6.506241  4.298505            0           0           0
     2.165837 10.844361  4.303236            0           0           0
     6.506241  2.156118  4.298505            0           0           0
     6.505601  6.505601  4.277269            0           0           0
     6.505689 10.854534  4.299719            0           0           0
    10.844361  2.165837  4.303236            0           0           0
    10.854534  6.505689  4.299719            0           0           0
    10.845229 10.845229  4.304646            0           0           0
    13.009972 13.009972  4.302453            0           0           0
    13.009588  4.334839  4.303048            0           0           0
     0.000029  8.677507  4.305504            0           0           0
     4.334839 13.009588  4.303048            0           0           0
     4.335022  4.335022  4.313424            0           0           0
     4.334102  8.676873  4.315829            0           0           0
     8.677507  0.000029  4.305504            0           0           0
     8.676873  4.334102  4.315829            0           0           0
     8.676897  8.676897  4.316352            0           0           0
     0.000000  2.168500  2.172136            0           0           0
     0.000000  6.505500  2.172136            0           0           0
     0.000000 10.842500  2.172136            0           0           0
     4.337000  2.168500  2.172136            0           0           0
     4.337000  6.505500  2.172136            0           0           0
     4.337000 10.842500  2.172136            0           0           0
     8.674000  2.168500  2.172136            0           0           0
     8.674000  6.505500  2.172136            0           0           0
     8.674000 10.842500  2.172136            0           0           0
     2.168500  0.000000  2.172136            0           0           0
     2.168500  4.337000  2.172136            0           0           0
     2.168500  8.674000  2.172136            0           0           0
     6.505500  0.000000  2.172136            0           0           0
     6.505500  4.337000  2.172136            0           0           0
     6.505500  8.674000  2.172136            0           0           0
    10.842500  0.000000  2.172136            0           0           0
    10.842500  4.337000  2.172136            0           0           0
    10.842500  8.674000  2.172136            0           0           0
     2.168500  2.168500  0.000000            0           0           0
     2.168500  6.505500  0.000000            0           0           0
     2.168500 10.842500  0.000000            0           0           0
     6.505500  2.168500  0.000000            0           0           0
     6.505500  6.505500  0.000000            0           0           0
     6.505500 10.842500  0.000000            0           0           0
    10.842500  2.168500  0.000000            0           0           0
    10.842500  6.505500  0.000000            0           0           0
    10.842500 10.842500  0.000000            0           0           0
     0.000000  0.000000  0.000000            0           0           0
     0.000000  4.337000  0.000000            0           0           0
     0.000000  8.674000  0.000000            0           0           0
     4.337000  0.000000  0.000000            0           0           0
     4.337000  4.337000  0.000000            0           0           0
     4.337000  8.674000  0.000000            0           0           0
     8.674000  0.000000  0.000000            0           0           0
     8.674000  4.337000  0.000000            0           0           0
     8.674000  8.674000  0.000000            0           0           0
     2.163591  2.163591  6.496087            0           0           0
     2.164847  6.505480  6.532518            0           0           0
     2.163993 10.847098  6.523823            0           0           0
     6.505480  2.164847  6.532518            0           0           0
     6.505102  6.505102  6.793139            0           0           0
     6.505398 10.845996  6.534505            0           0           0
    10.847098  2.163993  6.523823            0           0           0
    10.845996  6.505398  6.534505            0           0           0
    10.847552 10.847552  6.525960            0           0           0
     0.001339  0.001339  6.528029            0           0           0
     0.000530  4.332253  6.522462            0           0           0
     0.000221  8.678289  6.525772            0           0           0
     4.332253  0.000530  6.522462            0           0           0
     4.315699  4.315699  6.518743            0           0           0
     4.316935  8.693738  6.520013            0           0           0
     8.678289  0.000221  6.525772            0           0           0
     8.693738  4.316935  6.520013            0           0           0
     8.693927  8.693927  6.520465            0           0           0
    13.009202  2.166399  4.320455            0           0           0
    13.010511  6.505898  4.329752            0           0           0
    13.010633 10.844448  4.325020            0           0           0
     4.337210  2.165103  4.322075            0           0           0
     4.345077  6.505528  4.352893            0           0           0
     4.335946 10.845325  4.326338            0           0           0
     8.675509  2.165231  4.326652            0           0           0
     8.666189  6.505749  4.353457            0           0           0
     8.675643 10.845535  4.327147            0           0           0
     2.166399 13.009202  4.320455            0           0           0
     2.165103  4.337210  4.322075            0           0           0
     2.165231  8.675509  4.326652            0           0           0
     6.505898 13.010511  4.329752            0           0           0
     6.505528  4.345077  4.352893            0           0           0
     6.505749  8.666189  4.353457            0           0           0
    10.844448 13.010633  4.325020            0           0           0
    10.845325  4.335946  4.326338            0           0           0
    10.845535  8.675643  4.327147            0           0           0
     2.168500  2.168500  2.146395            0           0           0
     2.168500  6.505500  2.146395            0           0           0
     2.168500 10.842500  2.146395            0           0           0
     6.505500  2.168500  2.146395            0           0           0
     6.505500  6.505500  2.146395            0           0           0
     6.505500 10.842500  2.146395            0           0           0
    10.842500  2.168500  2.146395            0           0           0
    10.842500  6.505500  2.146395            0           0           0
    10.842500 10.842500  2.146395            0           0           0
     0.000000  0.000000  2.146395            0           0           0
     0.000000  4.337000  2.146395            0           0           0
     0.000000  8.674000  2.146395            0           0           0
     4.337000  0.000000  2.146395            0           0           0
     4.337000  4.337000  2.146395            0           0           0
     4.337000  8.674000  2.146395            0           0           0
     8.674000  0.000000  2.146395            0           0           0
     8.674000  4.337000  2.146395            0           0           0
     8.674000  8.674000  2.146395            0           0           0
     0.000000  2.168500  0.000000            0           0           0
     0.000000  6.505500  0.000000            0           0           0
     0.000000 10.842500  0.000000            0           0           0
     4.337000  2.168500  0.000000            0           0           0
     4.337000  6.505500  0.000000            0           0           0
     4.337000 10.842500  0.000000            0           0           0
     8.674000  2.168500  0.000000            0           0           0
     8.674000  6.505500  0.000000            0           0           0
     8.674000 10.842500  0.000000            0           0           0
     2.168500  0.000000  0.000000            0           0           0
     2.168500  4.337000  0.000000            0           0           0
     2.168500  8.674000  0.000000            0           0           0
     6.505500  0.000000  0.000000            0           0           0
     6.505500  4.337000  0.000000            0           0           0
     6.505500  8.674000  0.000000            0           0           0
    10.842500  0.000000  0.000000            0           0           0
    10.842500  4.337000  0.000000            0           0           0
    10.842500  8.674000  0.000000            0           0           0
     2.747090  2.560761  8.079905     0.022477    0.132968   -0.037096
     2.123461  3.159979  8.997955    -0.102950   -0.000936    0.069091
     3.929564  3.282697  7.985417    -0.326431   -0.771818    0.512644
     8.693927  8.693927  7.793139            0           0           0

Eigenvectors after division by SQRT(mass)






Output text



<comment class="example.output" id="vibrations">
        <module cmlx:templateRef="vibrations">
            <array dataType="xsd:integer" dictRef="cc:serial" size="9">1 2 3 4 5 6 7 8 9</array>
            <array dataType="xsd:string" dictRef="v:freqtype" size="9">f f f f f f f f/i f/i</array>
            <array dataType="xsd:double" dictRef="cc:frequency" size="9">1479.834397 1386.420807 1070.506012 533.755837 460.983050 210.841974 111.822829 157.540667 921.276867</array>
            <array dataType="xsd:double" dictRef="cc:displacement" size="3996">0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0.086792 0.059775 0.054506 -0.124437 0.014775 0.068483 0.181883 -0.564416 -0.783507 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0.399419 -0.326620 -0.494753 -0.340161 0.273235 0.484374 0.224982 0.043614 0.107233 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0.239321 -0.183001 -0.046248 -0.009015 0.092138 0.037191 -0.884248 0.155694 -0.301674 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0.276224 0.816660 -0.337935 -0.122169 -0.291141 0.076405 -0.053924 0.177702 -0.050545 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 -0.653081 0.158366 -0.239882 0.298910 0.179169 0.586536 -0.118456 0.011971 -0.105900 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0.322385 -0.107481 -0.388144 0.821404 -0.041657 -0.157934 0.086340 -0.157817 -0.010806 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 -0.033606 -0.328237 0.012021 -0.008078 -0.885369 0.325720 -0.022197 -0.020770 -0.005062 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0.408994 0.165142 0.652832 0.281219 0.118976 0.523103 0.054430 0.050286 0.083033 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0.022477 0.132968 -0.037096 -0.102950 -0.000936 0.069091 -0.326431 -0.771818 0.512644 0 0 0</array>
            <array dataType="xsd:double" dictRef="cc:coords" size="444">0.000606 2.164506 6.405331 0.000078 6.505337 6.418373 0.000484 10.847335 6.414033 4.324474 2.157623 6.403692 4.241271 6.505156 6.421956 4.324980 10.852907 6.411993 8.685894 2.158179 6.411965 8.769192 6.505384 6.422971 8.686007 10.852952 6.413263 2.164506 0.000606 6.405331 2.157623 4.324474 6.403692 2.158179 8.685894 6.411965 6.505337 0.000078 6.418373 6.505156 4.241271 6.421956 6.505384 8.769192 6.422971 10.847335 0.000484 6.414033 10.852907 4.324980 6.411993 10.852952 8.686007 6.413263 2.165748 2.165748 4.298668 2.156118 6.506241 4.298505 2.165837 10.844361 4.303236 6.506241 2.156118 4.298505 6.505601 6.505601 4.277269 6.505689 10.854534 4.299719 10.844361 2.165837 4.303236 10.854534 6.505689 4.299719 10.845229 10.845229 4.304646 13.009972 13.009972 4.302453 13.009588 4.334839 4.303048 0.000029 8.677507 4.305504 4.334839 13.009588 4.303048 4.335022 4.335022 4.313424 4.334102 8.676873 4.315829 8.677507 0.000029 4.305504 8.676873 4.334102 4.315829 8.676897 8.676897 4.316352 0.000000 2.168500 2.172136 0.000000 6.505500 2.172136 0.000000 10.842500 2.172136 4.337000 2.168500 2.172136 4.337000 6.505500 2.172136 4.337000 10.842500 2.172136 8.674000 2.168500 2.172136 8.674000 6.505500 2.172136 8.674000 10.842500 2.172136 2.168500 0.000000 2.172136 2.168500 4.337000 2.172136 2.168500 8.674000 2.172136 6.505500 0.000000 2.172136 6.505500 4.337000 2.172136 6.505500 8.674000 2.172136 10.842500 0.000000 2.172136 10.842500 4.337000 2.172136 10.842500 8.674000 2.172136 2.168500 2.168500 0.000000 2.168500 6.505500 0.000000 2.168500 10.842500 0.000000 6.505500 2.168500 0.000000 6.505500 6.505500 0.000000 6.505500 10.842500 0.000000 10.842500 2.168500 0.000000 10.842500 6.505500 0.000000 10.842500 10.842500 0.000000 0.000000 0.000000 0.000000 0.000000 4.337000 0.000000 0.000000 8.674000 0.000000 4.337000 0.000000 0.000000 4.337000 4.337000 0.000000 4.337000 8.674000 0.000000 8.674000 0.000000 0.000000 8.674000 4.337000 0.000000 8.674000 8.674000 0.000000 2.163591 2.163591 6.496087 2.164847 6.505480 6.532518 2.163993 10.847098 6.523823 6.505480 2.164847 6.532518 6.505102 6.505102 6.793139 6.505398 10.845996 6.534505 10.847098 2.163993 6.523823 10.845996 6.505398 6.534505 10.847552 10.847552 6.525960 0.001339 0.001339 6.528029 0.000530 4.332253 6.522462 0.000221 8.678289 6.525772 4.332253 0.000530 6.522462 4.315699 4.315699 6.518743 4.316935 8.693738 6.520013 8.678289 0.000221 6.525772 8.693738 4.316935 6.520013 8.693927 8.693927 6.520465 13.009202 2.166399 4.320455 13.010511 6.505898 4.329752 13.010633 10.844448 4.325020 4.337210 2.165103 4.322075 4.345077 6.505528 4.352893 4.335946 10.845325 4.326338 8.675509 2.165231 4.326652 8.666189 6.505749 4.353457 8.675643 10.845535 4.327147 2.166399 13.009202 4.320455 2.165103 4.337210 4.322075 2.165231 8.675509 4.326652 6.505898 13.010511 4.329752 6.505528 4.345077 4.352893 6.505749 8.666189 4.353457 10.844448 13.010633 4.325020 10.845325 4.335946 4.326338 10.845535 8.675643 4.327147 2.168500 2.168500 2.146395 2.168500 6.505500 2.146395 2.168500 10.842500 2.146395 6.505500 2.168500 2.146395 6.505500 6.505500 2.146395 6.505500 10.842500 2.146395 10.842500 2.168500 2.146395 10.842500 6.505500 2.146395 10.842500 10.842500 2.146395 0.000000 0.000000 2.146395 0.000000 4.337000 2.146395 0.000000 8.674000 2.146395 4.337000 0.000000 2.146395 4.337000 4.337000 2.146395 4.337000 8.674000 2.146395 8.674000 0.000000 2.146395 8.674000 4.337000 2.146395 8.674000 8.674000 2.146395 0.000000 2.168500 0.000000 0.000000 6.505500 0.000000 0.000000 10.842500 0.000000 4.337000 2.168500 0.000000 4.337000 6.505500 0.000000 4.337000 10.842500 0.000000 8.674000 2.168500 0.000000 8.674000 6.505500 0.000000 8.674000 10.842500 0.000000 2.168500 0.000000 0.000000 2.168500 4.337000 0.000000 2.168500 8.674000 0.000000 6.505500 0.000000 0.000000 6.505500 4.337000 0.000000 6.505500 8.674000 0.000000 10.842500 0.000000 0.000000 10.842500 4.337000 0.000000 10.842500 8.674000 0.000000 2.747090 2.560761 8.079905 2.123461 3.159979 8.997955 3.929564 3.282697 7.985417 8.693927 8.693927 7.793139</array>
        </module>
    </comment>






Template definition



<templateList>  <template id="frequency" pattern=".*f(/i)?.*=.*" endPattern="\s*" repeat="*">    <record id="header">\s*{I,cc:serial}{A,v:freqtype}=.*THz.*THz{F,cc:frequency}cm-1.*</record>    <record repeat="1" />    <record id="displacement" repeat="*" makeArray="true">{3F,cc:coords}{3F,cc:displacement}</record>
        </template>
    </templateList>
<transform process="delete" xpath="(.//cml:list[@cmlx:templateRef='displacement']/cml:array[@dictRef='cc:coords'])[position() != last()]" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:freqtype']" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:frequency']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:displacement']" />
<transform process="pullup" repeat="3" xpath=".//cml:array[@dictRef='cc:serial']" />
<transform process="pullup" repeat="3" xpath=".//cml:array[@dictRef='v:freqtype']" />
<transform process="pullup" repeat="3" xpath=".//cml:array[@dictRef='cc:frequency']" />
<transform process="pullup" repeat="2" xpath=".//cml:array[@dictRef='cc:displacement']" />
<transform process="pullup" repeat="2" xpath=".//cml:array[@dictRef='cc:coords']" />
<transform process="delete" xpath=".//cml:module[@cmlx:templateRef='frequency']" />
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energy


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	energy



	name

	Energy section



	pattern

	\s*FREE\sENERGIE\sOF\sTHE\sION-ELECTRON\sSYSTEM\s\(eV\).*



	endPattern

	\s*energy\s*without\sentropy.*



	endOffset

	1



	repeat

	*



	xml:base

	energy.xml







Input



FREE ENERGIE OF THE ION-ELECTRON SYSTEM (eV)
---------------------------------------------------
free  energy   TOTEN  =      -566.22302844 eV

energy  without entropy=     -566.22206374  energy(sigma->0) =     -566.22254609






Output text



<comment class="example.output" id="energy">
        <module cmlx:templateRef="energies">
            <scalar dataType="xsd:double" dictRef="cc:freeEnergy" units="nonsi:electronvolt">-566.22302844</scalar>
            <scalar dataType="xsd:double" dictRef="v:noEntropyEnergy" units="nonsi:electronvolt">-566.22206374</scalar>
            <scalar dataType="xsd:double" dictRef="cc:e0" units="nonsi:electronvolt">-566.22254609</scalar>
        </module>
    </comment>






Template definition



<templateList>  <template id="energies" pattern="\s*FREE\sENERGIE\sOF\sTHE\sION-ELECTRON\sSYSTEM\s\(eV\).*" endPattern="\s*energy\s*without\sentropy.*" endOffset="1">    <record repeat="2" />    <record>\s*free\s*energy\s*TOTEN\s*={F,cc:freeEnergy}.*</record>    <record repeat="1" />    <record>\s*energy\s*without\s*entropy={F,v:noEntropyEnergy}energy\(sigma->0\)\s*={F,cc:e0}</record>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="pullup" xpath=".//cml:list/cml:scalar" />
<transform process="delete" xpath=".//cml:list" repeat="2" />
<transform process="addUnits" xpath=".//cml:scalar" value="nonsi:electronvolt" />
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energy2


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	energy2



	name

	Energy section 2



	pattern

	\s*d\sForce\s=.*



	endPattern

	\s*d\sForce.*d\sEwald.*



	endOffset

	1



	repeat

	*



	xml:base

	energy2.xml







Input



d Force = 0.6233654E-03[ 0.149E-02,-0.247E-03]  d Energy = 0.6368289E-03-0.135E-04
d Force = 0.2547416E-01[ 0.255E-01, 0.255E-01]  d Ewald  = 0.2547237E-01 0.178E-05






Output text



<comment class="example.output" id="energy2">
        <module cmlx:lineCount="3" cmlx:templateRef="energy2">
            <scalar dataType="xsd:double" dictRef="cc:deltaEnergy" units="nonsi:electronvolt">0.0006368289</scalar>
        </module>
    </comment>






Template definition



<record id="energy">\s*d\sForce\s=.*d\sEnergy\s=\s*{E,cc:deltaEnergy}(\s|-).*</record>
<record repeat="1" />
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='cc:deltaEnergy']" value="nonsi:electronvolt" />
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energy3


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	energy3



	name

	Energy section 3



	pattern

	\s*E-fermi\s:.*



	endPattern

	.*



	repeat

	*



	xml:base

	energy3.xml







Input



E-fermi :  -0.1238     XC(G=0):  -6.5267     alpha+bet : -6.4535






Output text



<comment class="example.output" id="energy2">
        <module cmlx:templateRef="energy3" id="energy3">
            <scalar dataType="xsd:double" dictRef="v:efermi" units="nonsi:electronvolt">-0.1238</scalar>
        </module>
    </comment>






Template definition



<record>\s*E\-fermi\s:{F,v:efermi}.*</record>
<transform process="pullup" xpath=".//cml:scalar" />
<transform process="delete" xpath=".//cml:list" />
<transform process="addUnits" xpath=".//cml:scalar[@dictRef='v:efermi']" value="nonsi:electronvolt" />
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magnetization


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	magnetization



	name

	Magnetization per ion



	pattern

	\s*magnetization\s\(x\).*



	endPattern

	\s*tot.*



	endOffset

	1



	repeat

	*



	xml:base

	magnetization.xml







Input



    magnetization (x)

# of ion     s       p       d       f       tot
------------------------------------------------
  1        0.000   0.000   0.000   0.000   0.000
  2        0.000   0.000   0.000   0.000   0.000
  3        0.000   0.000   0.000   0.000   0.000
  4        0.000   0.000   0.000   0.000   0.000
  5        0.000   0.000   0.001   0.009   0.010
  6        0.000   0.000   0.001   0.009   0.009
  7        0.000   0.000   0.001   0.009   0.010
  8        0.000   0.000   0.001   0.009   0.009
  9       -0.004  -0.007   0.010   0.959   0.958
 10       -0.004  -0.007   0.010   0.926   0.926
 11       -0.004  -0.007   0.010   0.961   0.961
 12       -0.004  -0.007   0.010   0.956   0.956
 13        0.000   0.000   0.000   0.000   0.000
 14        0.000   0.000   0.000   0.000   0.000
 15        0.000   0.000   0.000   0.000   0.000
 16        0.000   0.000   0.000   0.000   0.000
 17        0.000   0.000   0.000   0.000   0.000
 18        0.000   0.000   0.000   0.000   0.000
 19        0.000   0.000   0.000   0.000  -0.001
 20        0.000   0.000   0.000   0.000   0.000
 21        0.000   0.000   0.000   0.000   0.000
 22        0.000   0.000   0.000   0.000   0.000
 23        0.000   0.000   0.000   0.000   0.000
 24        0.000   0.000   0.000   0.000   0.000
 25        0.000  -0.007   0.000   0.000  -0.008
 26        0.000  -0.008   0.000   0.000  -0.009
 27        0.000  -0.007   0.000   0.000  -0.008
 28        0.000  -0.007   0.000   0.000  -0.008
 29       -0.001  -0.011   0.000   0.000  -0.012
 30       -0.001  -0.011   0.000   0.000  -0.011
 31       -0.001  -0.012   0.000   0.000  -0.012
 32       -0.001  -0.010   0.000   0.000  -0.011
 33        0.000   0.016   0.000   0.000   0.016
 34        0.000  -0.005   0.000   0.000  -0.006
 35        0.000  -0.004   0.000   0.000  -0.004
 36        0.000  -0.004   0.000   0.000  -0.004
 37        0.025   0.111   0.000   0.000   0.135
 38       -0.032  -0.429   0.000   0.000  -0.461
 39        0.004   0.019   0.000   0.000   0.023
 40       -0.043   0.012   0.000   0.000  -0.031
 41       -0.001   0.002   0.000   0.000   0.001
 42        0.302   0.000   0.000   0.000   0.302
 43        0.000   0.000   0.000   0.000   0.000
 44        0.000   0.000   0.000   0.000   0.000
 45        0.000   0.000   0.000   0.000   0.000
 46       -0.031   0.002   0.000   0.000  -0.029
 47       -0.040   0.001   0.000   0.000  -0.040
 48       -0.019   0.000   0.000   0.000  -0.018
 49       -0.005   0.000   0.000   0.000  -0.005
------------------------------------------------
tot        0.140  -0.384   0.044   3.838   3.638






Input



 magnetization (x)

# of ion     s       p       d       tot
----------------------------------------
  1        0.000  -0.000   0.000   0.000
  2        0.000  -0.000   0.000   0.000
  3        0.000  -0.000   0.000   0.000
  4        0.000   0.000   0.000   0.000
  5        0.000   0.000   0.000   0.000
  6       -0.000   0.000   0.000   0.000
  7       -0.000  -0.000   0.000   0.000
  8       -0.000   0.000  -0.000   0.000
  9        0.000   0.000   0.000   0.000
 10        0.000   0.000   0.000   0.000
 11       -0.000   0.000   0.000   0.000
 12        0.000   0.000   0.000   0.000
 13        0.000   0.000   0.000   0.000
 14       -0.000  -0.000  -0.000  -0.000
 15        0.000   0.000   0.000   0.000
 16        0.000  -0.000   0.000   0.000
 17       -0.000  -0.000   0.000   0.000
 18        0.000  -0.000   0.000   0.000
 19        0.001   0.000   0.006   0.007
 20        0.000   0.000   0.002   0.002
 21        0.000  -0.000   0.000   0.000
 22        0.001   0.000   0.006   0.007
 23        0.000  -0.000   0.003   0.003
 24        0.000   0.000   0.001   0.001
 25        0.000   0.000   0.001   0.001
 26        0.000   0.000   0.000   0.000
 27        0.000   0.000   0.000   0.000
 28        0.002   0.001   0.034   0.037
 29        0.000   0.000   0.010   0.010
 30        0.000   0.000   0.005   0.005
 31        0.010   0.010   0.936   0.956
 32        0.008   0.007   0.771   0.786
 33        0.000   0.001   0.039   0.040
 34        0.002   0.001   0.034   0.038
 35        0.000   0.000   0.017   0.017
 36        0.000   0.000   0.010   0.010
 37       -0.000  -0.000   0.000  -0.000
 38        0.000  -0.000   0.000  -0.000
 39        0.000  -0.000   0.000  -0.000
 40        0.000  -0.000   0.000  -0.000
 41        0.000   0.000   0.000   0.000
 42        0.000   0.000   0.000   0.000
 43       -0.000  -0.000   0.000  -0.000
 44       -0.000   0.000   0.000   0.000
 45       -0.000   0.000   0.000  -0.000
 46        0.000  -0.000   0.000   0.000
 47       -0.000  -0.000   0.000  -0.000
 48       -0.000  -0.000   0.000  -0.000
 49       -0.000  -0.000   0.000  -0.000
 50        0.000  -0.000   0.000  -0.000
 51       -0.000  -0.000   0.000  -0.000
 52       -0.000  -0.000   0.000  -0.000
 53       -0.000  -0.000   0.000  -0.000
 54       -0.000  -0.000   0.000  -0.000
 55        0.000  -0.000   0.000  -0.000
 56       -0.000  -0.000   0.000  -0.000
 57       -0.000  -0.000   0.000  -0.000
 58        0.000   0.000   0.000   0.000
 59       -0.000  -0.000   0.000  -0.000
 60        0.000   0.000   0.000   0.000
 61       -0.000  -0.000   0.000  -0.000
 62       -0.000  -0.000   0.000  -0.000
 63       -0.000  -0.000   0.000  -0.000
 64        0.000  -0.000   0.000  -0.000
 65        0.000  -0.000   0.000  -0.000
 66        0.000  -0.000   0.000  -0.000
 67        0.000  -0.000   0.000  -0.000
 68        0.000   0.000   0.000   0.000
 69        0.000  -0.000   0.000  -0.000
 70        0.000  -0.000   0.000  -0.000
 71        0.000   0.000   0.000   0.000
 72       -0.000  -0.000   0.000  -0.000
 73       -0.000   0.000   0.000   0.000
 74       -0.000  -0.000   0.000  -0.000
 75       -0.000  -0.000   0.000  -0.000
 76       -0.000  -0.000   0.000  -0.000
 77       -0.000  -0.000   0.000  -0.000
 78       -0.000  -0.000   0.000  -0.000
 79       -0.000  -0.000   0.000  -0.000
 80       -0.000  -0.000   0.000  -0.000
 81       -0.000  -0.000   0.000  -0.000
 82       -0.000  -0.000   0.000  -0.000
 83       -0.000  -0.000   0.000  -0.000
 84       -0.000  -0.000   0.000  -0.000
 85       -0.000  -0.000   0.000  -0.000
 86       -0.000  -0.000   0.000  -0.000
 87       -0.000  -0.000   0.000  -0.000
 88       -0.000  -0.000   0.000  -0.000
 89       -0.000  -0.000   0.000  -0.000
 90       -0.000  -0.000   0.000  -0.000
 91        0.000  -0.001   0.000  -0.001
 92        0.000  -0.000   0.000  -0.000
 93       -0.000  -0.000   0.000  -0.000
 94        0.000  -0.001   0.000  -0.001
 95       -0.000  -0.001   0.000  -0.001
 96        0.000  -0.000   0.000  -0.000
 97        0.000   0.000   0.000   0.000
 98       -0.000  -0.000   0.000  -0.000
 99       -0.000  -0.000   0.000  -0.000
100       -0.000  -0.000   0.000  -0.000
101       -0.000  -0.001   0.000  -0.001
102       -0.000   0.000   0.000   0.000
103       -0.000  -0.000   0.000  -0.000
104        0.000  -0.001   0.000  -0.001
105        0.000   0.001   0.000   0.001
106       -0.000  -0.000   0.000  -0.000
107       -0.000   0.000   0.000   0.000
108       -0.000  -0.000   0.000  -0.000
109        0.000   0.000   0.000   0.001
110        0.000  -0.000   0.000  -0.000
111        0.000   0.000   0.000   0.000
112       -0.000  -0.003   0.000  -0.003
113       -0.000  -0.004   0.000  -0.004
114        0.000  -0.000   0.000  -0.000
115        0.000  -0.000   0.000  -0.000
116       -0.000  -0.000   0.000  -0.001
117        0.000  -0.000   0.000  -0.000
118        0.002   0.006   0.000   0.008
119       -0.000  -0.004   0.000  -0.005
120       -0.000  -0.001   0.000  -0.001
121        0.001   0.002   0.000   0.003
122       -0.000   0.000   0.000  -0.000
123       -0.000  -0.001   0.000  -0.001
124        0.000   0.003   0.000   0.003
125        0.000   0.000   0.000   0.000
126        0.000   0.000   0.000   0.000
127        0.000   0.002   0.000   0.002
128       -0.000   0.001   0.000   0.001
129        0.000  -0.001   0.000  -0.001
130       -0.001  -0.049   0.000  -0.050
131       -0.000   0.025   0.000   0.025
132       -0.001  -0.013   0.000  -0.013
133        0.000   0.002   0.000   0.002
134        0.000   0.003   0.000   0.003
135        0.000  -0.002   0.000  -0.002
136       -0.000  -0.001   0.000  -0.001
137       -0.000  -0.001   0.000  -0.001
138        0.000   0.000   0.000   0.000
139        0.002   0.014   0.000   0.016
140       -0.000   0.000   0.000   0.000
141        0.000  -0.001   0.000  -0.001
142       -0.000  -0.000   0.000  -0.000
143       -0.000  -0.001   0.000  -0.001
144        0.000  -0.000   0.000   0.000
145       -0.000  -0.013   0.000  -0.013
146        0.000   0.000   0.000   0.000
147        0.000   0.000   0.000   0.000
148       -0.000   0.000   0.000   0.000
149       -0.000  -0.010   0.000  -0.010
150        0.000   0.001   0.000   0.001
151        0.000   0.000   0.000   0.000
152        0.000   0.000   0.000   0.000
153        0.000   0.000   0.000   0.000
154       -0.000  -0.000   0.000  -0.000
155        0.000   0.000   0.000   0.000
156        0.000  -0.000   0.000   0.000
157       -0.001   0.000   0.000  -0.001
158       -0.000  -0.000   0.000  -0.000
159       -0.000   0.000   0.000  -0.000
160       -0.000   0.000   0.000  -0.000
161       -0.000  -0.000   0.000  -0.000
162        0.000  -0.000   0.000   0.000
163       -0.000   0.000   0.000  -0.000
164        0.000  -0.000   0.000   0.000
165        0.000   0.000   0.000   0.000
166       -0.000  -0.000   0.000  -0.000
167        0.010  -0.000   0.000   0.010
------------------------------------------------
tot        0.037  -0.028   1.877   1.886






Output text



<comment class="example.output" id="ionic.relaxation">
        <module cmlx:templateRef="magnetization">
            <array dataType="xsd:integer" dictRef="cc:serial" size="49">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49</array>
            <array dataType="xsd:double" dictRef="v:coeffs" size="49">0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.004 -0.004 -0.004 -0.004 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.001 -0.001 -0.001 -0.001 0.000 0.000 0.000 0.000 0.025 -0.032 0.004 -0.043 -0.001 0.302 0.000 0.000 0.000 -0.031 -0.040 -0.019 -0.005</array>
            <array dataType="xsd:double" dictRef="v:coeffp" size="49">0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.007 -0.007 -0.007 -0.007 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.007 -0.008 -0.007 -0.007 -0.011 -0.011 -0.012 -0.010 0.016 -0.005 -0.004 -0.004 0.111 -0.429 0.019 0.012 0.002 0.000 0.000 0.000 0.000 0.002 0.001 0.000 0.000</array>
            <array dataType="xsd:double" dictRef="v:coeffd" size="49">0.000 0.000 0.000 0.000 0.001 0.001 0.001 0.001 0.010 0.010 0.010 0.010 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
            <array dataType="xsd:double" dictRef="v:coefff" size="49">0.000 0.000 0.000 0.000 0.009 0.009 0.009 0.009 0.959 0.926 0.961 0.956 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
            <array dataType="xsd:double" dictRef="v:coefftotal" size="49">0.000 0.000 0.000 0.000 0.010 0.009 0.010 0.009 0.958 0.926 0.961 0.956 0.000 0.000 0.000 0.000 0.000 0.000 -0.001 0.000 0.000 0.000 0.000 0.000 -0.008 -0.009 -0.008 -0.008 -0.012 -0.011 -0.012 -0.011 0.016 -0.006 -0.004 -0.004 0.135 -0.461 0.023 -0.031 0.001 0.302 0.000 0.000 0.000 -0.029 -0.040 -0.018 -0.005</array>
            <list cmlx:templateRef="totals">
                <scalar dataType="xsd:double" dictRef="v:totalcoeffs">0.140</scalar>
                <scalar dataType="xsd:double" dictRef="v:totalcoeffp">-0.384</scalar>
                <scalar dataType="xsd:double" dictRef="v:totalcoeffd">0.044</scalar>
                <scalar dataType="xsd:double" dictRef="v:totalcoefff">3.838</scalar>
                <scalar dataType="xsd:double" dictRef="v:coefftotalsum">3.638</scalar>
            </list>
        </module>
    </comment>






Output text



<comment class="example.output" id="ionic.relaxation2">
        <module cmlx:templateRef="magnetization">
            <array dataType="xsd:integer" dictRef="cc:serial" size="167">1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73 74 75 76 77 78 79 80 81 82 83 84 85 86 87 88 89 90 91 92 93 94 95 96 97 98 99 100 101 102 103 104 105 106 107 108 109 110 111 112 113 114 115 116 117 118 119 120 121 122 123 124 125 126 127 128 129 130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 148 149 150 151 152 153 154 155 156 157 158 159 160 161 162 163 164 165 166 167</array>
            <array dataType="xsd:double" dictRef="v:coeffs" size="167">0.000 0.000 0.000 0.000 0.000 -0.000 -0.000 -0.000 0.000 0.000 -0.000 0.000 0.000 -0.000 0.000 0.000 -0.000 0.000 0.001 0.000 0.000 0.001 0.000 0.000 0.000 0.000 0.000 0.002 0.000 0.000 0.010 0.008 0.000 0.002 0.000 0.000 -0.000 0.000 0.000 0.000 0.000 0.000 -0.000 -0.000 -0.000 0.000 -0.000 -0.000 -0.000 0.000 -0.000 -0.000 -0.000 -0.000 0.000 -0.000 -0.000 0.000 -0.000 0.000 -0.000 -0.000 -0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 0.000 0.000 -0.000 0.000 -0.000 0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 0.000 0.000 -0.000 -0.000 -0.000 0.000 0.000 0.000 -0.000 -0.000 0.000 0.000 -0.000 0.000 0.002 -0.000 -0.000 0.001 -0.000 -0.000 0.000 0.000 0.000 0.000 -0.000 0.000 -0.001 -0.000 -0.001 0.000 0.000 0.000 -0.000 -0.000 0.000 0.002 -0.000 0.000 -0.000 -0.000 0.000 -0.000 0.000 0.000 -0.000 -0.000 0.000 0.000 0.000 0.000 -0.000 0.000 0.000 -0.001 -0.000 -0.000 -0.000 -0.000 0.000 -0.000 0.000 0.000 -0.000 0.010</array>
            <array dataType="xsd:double" dictRef="v:coeffp" size="167">-0.000 -0.000 -0.000 0.000 0.000 0.000 -0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.000 0.000 -0.000 -0.000 -0.000 0.000 0.000 -0.000 0.000 -0.000 0.000 0.000 0.000 0.000 0.001 0.000 0.000 0.010 0.007 0.001 0.001 0.000 0.000 -0.000 -0.000 -0.000 -0.000 0.000 0.000 -0.000 0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 0.000 -0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 0.000 -0.000 -0.000 0.000 -0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.001 -0.000 -0.000 -0.001 -0.001 -0.000 0.000 -0.000 -0.000 -0.000 -0.001 0.000 -0.000 -0.001 0.001 -0.000 0.000 -0.000 0.000 -0.000 0.000 -0.003 -0.004 -0.000 -0.000 -0.000 -0.000 0.006 -0.004 -0.001 0.002 0.000 -0.001 0.003 0.000 0.000 0.002 0.001 -0.001 -0.049 0.025 -0.013 0.002 0.003 -0.002 -0.001 -0.001 0.000 0.014 0.000 -0.001 -0.000 -0.001 -0.000 -0.013 0.000 0.000 0.000 -0.010 0.001 0.000 0.000 0.000 -0.000 0.000 -0.000 0.000 -0.000 0.000 0.000 -0.000 -0.000 0.000 -0.000 0.000 -0.000 -0.000</array>
            <array dataType="xsd:double" dictRef="v:coeffd" size="167">0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.000 0.000 0.000 0.000 0.000 0.000 -0.000 0.000 0.000 0.000 0.000 0.006 0.002 0.000 0.006 0.003 0.001 0.001 0.000 0.000 0.034 0.010 0.005 0.936 0.771 0.039 0.034 0.017 0.010 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000</array>
            <array dataType="xsd:double" dictRef="v:coefftotal" size="167">0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 0.000 -0.000 0.000 0.000 0.000 0.000 0.007 0.002 0.000 0.007 0.003 0.001 0.001 0.000 0.000 0.037 0.010 0.005 0.956 0.786 0.040 0.038 0.017 0.010 -0.000 -0.000 -0.000 -0.000 0.000 0.000 -0.000 0.000 -0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 0.000 -0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 0.000 -0.000 -0.000 0.000 -0.000 0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.000 -0.001 -0.000 -0.000 -0.001 -0.001 -0.000 0.000 -0.000 -0.000 -0.000 -0.001 0.000 -0.000 -0.001 0.001 -0.000 0.000 -0.000 0.001 -0.000 0.000 -0.003 -0.004 -0.000 -0.000 -0.001 -0.000 0.008 -0.005 -0.001 0.003 -0.000 -0.001 0.003 0.000 0.000 0.002 0.001 -0.001 -0.050 0.025 -0.013 0.002 0.003 -0.002 -0.001 -0.001 0.000 0.016 0.000 -0.001 -0.000 -0.001 0.000 -0.013 0.000 0.000 0.000 -0.010 0.001 0.000 0.000 0.000 -0.000 0.000 0.000 -0.001 -0.000 -0.000 -0.000 -0.000 0.000 -0.000 0.000 0.000 -0.000 0.010</array>
            <list cmlx:templateRef="totals">
                <scalar dataType="xsd:double" dictRef="v:totalcoeffs">0.037</scalar>
                <scalar dataType="xsd:double" dictRef="v:totalcoeffp">-0.028</scalar>
                <scalar dataType="xsd:double" dictRef="v:totalcoeffd">1.877</scalar>
                <scalar dataType="xsd:double" dictRef="v:coefftotalsum">1.886</scalar>
            </list>
        </module>
    </comment>






Template definition



<record repeat="2" />
<template pattern="#\sof\sion\s+s\s+p\s+d\s+tot\s*" endPattern="~" endOffset="1">  <record repeat="2" />  <record makeArray="true" repeat="*">{I,cc:serial}{F,v:coeffs}{F,v:coeffp}{F,v:coeffd}{F,v:coefftotal}</record>  <record repeat="1" />  <record id="totals">\s*tot{F,v:totalcoeffs}{F,v:totalcoeffp}{F,v:totalcoeffd}{F,v:coefftotalsum}</record>  <transform process="pullup" xpath=".//cml:array" />  <transform process="pullup" xpath=".//cml:list/cml:scalar" />
    </template>
<template pattern="#\sof\sion\s+s\s+p\s+d\s+f\s+tot\s*" endPattern="~" endOffset="1">  <record repeat="2" />  <record makeArray="true" repeat="*">{I,cc:serial}{F,v:coeffs}{F,v:coeffp}{F,v:coeffd}{F,v:coefff}{F,v:coefftotal}</record>  <record repeat="1" />  <record id="totals">\s*tot{F,v:totalcoeffs}{F,v:totalcoeffp}{F,v:totalcoeffd}{F,v:totalcoefff}{F,v:coefftotalsum}</record>  <transform process="pullup" xpath=".//cml:array" />  <transform process="pullup" xpath=".//cml:list/cml:scalar" />

    </template>
<transform process="pullup" xpath=".//cml:module/cml:*" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module[count(*)=0]" />
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Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	eigenvalues



	name

	Eigenvalues section



	pattern

	\s*spin\scomponent.*



	pattern2

	\s*k-point.*$\s*band\sNo\.\s*band\senergies.*



	endPattern

	\s*-{90,}\s*



	repeat

	*



	keep

	last



	xml:base

	eigenvalues/eigenvalues.xml







Input



 spin component 1

 k-point   1 :       0.0000    0.0000    0.0000
  band No.  band energies     occupation
      1     -34.0788      1.00000
      2     -33.9756      1.00000
      3     -33.9665      1.00000
      4     -33.9659      1.00000
...
--------------------------------------------------------------------------------------------------------






Output text



<comment class="example.output" id="eigenvalues">
        <module cmlx:templateRef="eigenvalues">
            <list id="spin">
                <scalar dataType="xsd:integer" dictRef="cc:spin">1</scalar>
                <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 3 4 5</array>
                <array dataType="xsd:double" dictRef="cc:eigen" size="960">-34.0788 -33.9756 -33.9665 -33.9659 -33.9653 -33.8890 -33.8861 -33.8845 -32.7887 -32.6985 -32.6678 -32.6638 -19.2450 -19.2415 -19.2355 -19.0808 -19.0690 -19.0386 -18.9568 -18.9336 -18.9324 -18.9286 -18.6982 -18.1183 -18.1100 -18.0568 -17.7834 -17.3998 -17.3923 -17.3844 -16.8710 -16.8677 -16.8566 -16.5998 -16.5315 -16.5310 -16.5301 -16.4718 -16.3884 -16.3880 -16.3873 -16.2748 -16.2734 -16.2117 -16.2005 -16.1936 -16.1789 -16.1784 -16.1085 -15.6417 -15.5867 -15.5856 -15.5839 -15.5641 -15.5634 -15.5452 -15.3281 -15.3257 -15.3225 -15.1656 -15.1583 -15.1557 -14.4294 -13.9450 -13.7801 -13.7691 -13.7613 -13.7354 -13.4007 -13.3986 -13.3959 -13.0680 -13.0664 -13.0635 -9.0322 -7.5908 -6.9828 -6.9339 -6.4685 -6.2102 -6.0960 -6.0421 -5.9027 -4.1165 -4.1157 -4.0991 -4.0963 -4.0906 -3.7677 -3.5548 -3.5535 -3.3688 -3.3606 -3.3190 -3.2931 -3.2855 -3.2016 -3.1972 -3.1947 -3.1876 -3.1835 -3.1758 -2.8046 -2.7047 -2.6748 -2.6688 -2.5830 -2.4331 -2.4173 -2.3651 -2.1887 -2.1737 -2.1662 -2.0983 -2.0643 -2.0556 -1.9792 -1.8356 -1.8275 -1.8141 -1.7570 -1.7330 -1.6893 -1.6166 -1.6149 -1.6108 -1.4135 -1.4118 -1.4102 -1.3990 -1.3257 -1.3195 -1.3160 -1.2888 -1.2837 -1.2802 -1.2780 -1.2266 -1.2231 -1.2165 -1.1617 -1.1614 -1.1506 -1.1497 -1.1492 -0.9688 -0.9681 -0.9663 -0.8347 -0.8346 -0.6931 -0.6919 -0.6916 0.2770 0.2902 0.3080 0.3499 1.4275 1.6822 1.6832 1.6835 1.7034 1.8107 1.8117 1.8124 1.8292 1.8481 1.8483 1.8485 1.8773 1.8778 1.8789 1.8960 1.8962 1.9033 1.9037 1.9042 1.9504 1.9507 1.9511 1.9541 1.9548 1.9560 2.0356 2.0359 2.0585 2.0592 2.0598 2.0718 2.0722 2.0726 2.1125 -34.0514 -33.9950 -33.9661 -33.9660 -33.9534 -33.9089 -33.8874 -33.8857 -32.7666 -32.7099 -32.6767 -32.6668 -19.0658 -19.0448 -19.0397 -18.9675 -18.9444 -18.9296 -18.8796 -18.7929 -18.7893 -18.6982 -18.6919 -18.2533 -18.2357 -18.1475 -18.1399 -17.8785 -17.8678 -17.5687 -17.4846 -17.4619 -17.4595 -17.2138 -16.5639 -16.5634 -16.4771 -16.4692 -16.4258 -16.3536 -16.3489 -16.3412 -16.3361 -16.3309 -16.2312 -15.9082 -15.8749 -15.8658 -15.6419 -15.5591 -15.5426 -15.5008 -15.4362 -15.4058 -15.3847 -15.0034 -15.0028 -14.9124 -14.8960 -14.7869 -14.7139 -14.7114 -14.3654 -13.9754 -13.9414 -13.8201 -13.7824 -13.7671 -13.7633 -13.6961 -13.6925 -13.4170 -13.3771 -13.3751 -9.0199 -7.6053 -7.0051 -6.9366 -6.4632 -6.2116 -6.1400 -6.0908 -5.9531 -3.8630 -3.7370 -3.7256 -3.6860 -3.6763 -3.6138 -3.3865 -3.3285 -3.2731 -3.1860 -3.1743 -3.1495 -3.1169 -3.0955 -3.0711 -3.0479 -3.0423 -3.0056 -3.0005 -2.8418 -2.7937 -2.7428 -2.7157 -2.6519 -2.5290 -2.5217 -2.4892 -2.4428 -2.4165 -2.3804 -2.3519 -2.3395 -2.2364 -2.1649 -2.1481 -2.1133 -2.0294 -1.9563 -1.9256 -1.8420 -1.8106 -1.7946 -1.7716 -1.7677 -1.6357 -1.6010 -1.5454 -1.5423 -1.4961 -1.4932 -1.3707 -1.3645 -1.3197 -1.2642 -1.2557 -1.1797 -1.1650 -1.1635 -1.0740 -1.0735 -0.9948 -0.9671 -0.8961 -0.8933 -0.8699 -0.7929 -0.6388 -0.6164 -0.6161 -0.5887 0.2856 0.3005 0.3361 0.3687 1.3210 1.7396 1.7401 1.7519 1.8033 1.8163 1.8166 1.8398 1.8405 1.8605 1.8632 1.8674 1.8860 1.9047 1.9052 1.9193 1.9384 1.9387 1.9404 1.9454 1.9526 1.9532 1.9728 1.9780 1.9957 1.9961 2.0284 2.0349 2.0447 2.0501 2.0502 2.0650 2.0944 2.0949 2.0993 -34.0514 -33.9950 -33.9666 -33.9655 -33.9534 -33.9088 -33.8885 -33.8846 -32.7670 -32.7077 -32.6813 -32.6640 -19.0665 -19.0587 -19.0311 -18.9742 -18.9601 -18.9131 -18.8820 -18.7932 -18.7902 -18.6976 -18.6890 -18.2527 -18.2294 -18.1470 -18.1349 -17.8776 -17.8568 -17.5681 -17.4857 -17.4616 -17.4586 -17.2124 -16.5644 -16.5626 -16.4788 -16.4703 -16.4252 -16.3533 -16.3481 -16.3426 -16.3364 -16.3308 -16.2317 -15.9093 -15.8835 -15.8625 -15.6411 -15.5716 -15.5353 -15.5010 -15.4374 -15.4080 -15.3853 -15.0042 -15.0032 -14.9174 -14.8953 -14.7868 -14.7156 -14.7151 -14.3662 -13.9831 -13.9403 -13.8181 -13.7834 -13.7615 -13.7585 -13.6927 -13.6897 -13.4168 -13.3753 -13.3728 -9.0124 -7.6054 -7.0191 -6.9290 -6.4582 -6.2336 -6.1625 -6.0686 -5.9287 -3.8652 -3.7345 -3.7284 -3.6901 -3.6781 -3.6126 -3.3932 -3.3292 -3.2771 -3.2043 -3.1825 -3.1497 -3.1130 -3.0951 -3.0667 -3.0561 -3.0291 -3.0056 -3.0019 -2.8422 -2.7751 -2.7315 -2.7195 -2.6696 -2.5327 -2.5138 -2.4885 -2.4407 -2.4077 -2.3727 -2.3653 -2.3445 -2.2372 -2.1612 -2.1527 -2.0909 -2.0105 -1.9605 -1.9251 -1.8966 -1.8262 -1.7744 -1.7705 -1.7504 -1.6318 -1.6027 -1.5476 -1.5438 -1.4964 -1.4933 -1.3743 -1.3677 -1.3189 -1.2655 -1.2549 -1.1820 -1.1669 -1.1639 -1.0756 -1.0723 -0.9939 -0.9638 -0.8948 -0.8926 -0.8705 -0.7932 -0.6381 -0.6161 -0.6159 -0.5880 0.2811 0.3049 0.3349 0.3707 1.2932 1.7390 1.7398 1.7520 1.8041 1.8159 1.8166 1.8396 1.8402 1.8604 1.8633 1.8673 1.8859 1.9049 1.9050 1.9194 1.9382 1.9387 1.9402 1.9451 1.9530 1.9542 1.9722 1.9780 1.9959 1.9962 2.0285 2.0352 2.0445 2.0498 2.0501 2.0653 2.0942 2.0946 2.0985 -34.0101 -34.0093 -34.0086 -33.9514 -33.9223 -33.9195 -33.9181 -33.8755 -32.7496 -32.7078 -32.7036 -32.6595 -18.9701 -18.9667 -18.9165 -18.8865 -18.7281 -18.7243 -18.7192 -18.7121 -18.6497 -18.6048 -18.6010 -18.5944 -18.5795 -18.2810 -18.0869 -18.0842 -18.0814 -18.0753 -17.5786 -17.5723 -17.5703 -16.9611 -16.9567 -16.9538 -16.5590 -16.4792 -16.4782 -16.4780 -16.3625 -16.2839 -16.2802 -16.2780 -15.8482 -15.8410 -15.8323 -15.7823 -15.6431 -15.6084 -15.4762 -15.4682 -15.4557 -15.2105 -15.2065 -15.2004 -14.5990 -14.5926 -14.5835 -14.2451 -14.1829 -14.1565 -14.1551 -14.1536 -14.1072 -14.1019 -14.0972 -14.0392 -13.9451 -13.9400 -13.7217 -13.7181 -13.7166 -13.4966 -9.0121 -7.6145 -7.0183 -6.9300 -6.4602 -6.2116 -6.1754 -6.1219 -5.9611 -3.4851 -3.4826 -3.4789 -3.3660 -3.3613 -3.3562 -3.3076 -3.1955 -3.1801 -3.1743 -3.1679 -3.1330 -3.1074 -3.0982 -3.0784 -2.9774 -2.9642 -2.9608 -2.8873 -2.7849 -2.7540 -2.7479 -2.7352 -2.7165 -2.6784 -2.6650 -2.5557 -2.5283 -2.5065 -2.5022 -2.4900 -2.4357 -2.4232 -2.4018 -2.3622 -2.1628 -2.1610 -2.1507 -2.0427 -2.0019 -1.9542 -1.8622 -1.8575 -1.8479 -1.8269 -1.7798 -1.7171 -1.6991 -1.6582 -1.3750 -1.3641 -1.3594 -1.3428 -1.2785 -1.0891 -1.0867 -1.0825 -1.0798 -1.0684 -1.0443 -1.0411 -1.0355 -0.8711 -0.7801 -0.7796 -0.7788 -0.6834 -0.5795 -0.5789 -0.5769 0.2768 0.3362 0.3461 0.3637 1.2860 1.7288 1.7828 1.8204 1.8209 1.8218 1.8325 1.8589 1.8591 1.8593 1.8946 1.9126 1.9132 1.9141 1.9175 1.9187 1.9190 1.9388 1.9457 1.9588 1.9592 1.9595 1.9810 1.9818 1.9823 2.0517 2.0519 2.0524 2.0607 2.0619 2.0897 2.1038 2.1045 2.1051 2.1312 -34.0514 -33.9950 -33.9663 -33.9658 -33.9534 -33.9090 -33.8870 -33.8860 -32.7666 -32.7099 -32.6768 -32.6668 -19.0642 -19.0563 -19.0309 -18.9716 -18.9569 -18.9097 -18.8864 -18.7931 -18.7893 -18.6988 -18.6902 -18.2498 -18.2361 -18.1490 -18.1374 -17.8738 -17.8694 -17.5685 -17.4850 -17.4609 -17.4598 -17.2132 -16.5641 -16.5631 -16.4779 -16.4694 -16.4258 -16.3517 -16.3505 -16.3415 -16.3363 -16.3304 -16.2313 -15.9089 -15.8752 -15.8669 -15.6420 -15.5585 -15.5454 -15.5010 -15.4365 -15.4070 -15.3835 -15.0039 -15.0027 -14.9126 -14.8986 -14.7869 -14.7152 -14.7118 -14.3656 -13.9767 -13.9419 -13.8194 -13.7826 -13.7658 -13.7594 -13.6941 -13.6925 -13.4168 -13.3760 -13.3745 -9.0242 -7.6098 -6.9943 -6.9276 -6.4681 -6.2174 -6.1329 -6.0987 -5.9578 -3.8640 -3.7343 -3.7266 -3.6898 -3.6778 -3.6118 -3.3891 -3.3302 -3.2767 -3.1881 -3.1707 -3.1485 -3.1121 -3.1011 -3.0753 -3.0531 -3.0391 -3.0039 -3.0000 -2.8444 -2.7858 -2.7351 -2.7183 -2.6378 -2.5320 -2.5096 -2.4893 -2.4474 -2.4180 -2.3787 -2.3577 -2.3347 -2.2362 -2.1707 -2.1422 -2.1007 -2.0027 -1.9698 -1.9253 -1.8965 -1.8188 -1.7767 -1.7719 -1.7526 -1.6326 -1.6102 -1.5463 -1.5415 -1.4985 -1.4898 -1.3722 -1.3684 -1.3190 -1.2657 -1.2545 -1.1815 -1.1654 -1.1637 -1.0741 -1.0732 -0.9944 -0.9660 -0.8958 -0.8926 -0.8700 -0.7929 -0.6385 -0.6164 -0.6159 -0.5884 0.2908 0.2964 0.3356 0.3683 1.3804 1.7395 1.7400 1.7519 1.8034 1.8162 1.8167 1.8397 1.8403 1.8605 1.8632 1.8674 1.8860 1.9047 1.9052 1.9193 1.9384 1.9387 1.9404 1.9455 1.9526 1.9534 1.9726 1.9781 1.9957 1.9961 2.0286 2.0350 2.0445 2.0497 2.0505 2.0653 2.0940 2.0949 2.0990</array>
                <array dataType="xsd:double" dictRef="cc:occup" size="960">1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99993 0.99972 0.99840 0.96110 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99983 0.99921 0.98437 0.89075 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99990 0.99880 0.98560 0.88012 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99994 0.98426 0.96918 0.91505 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99970 0.99947 0.98491 0.89275 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000</array>
            </list>
            <list id="spin">
                <scalar dataType="xsd:integer" dictRef="cc:spin">2</scalar>
                <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 3 4 5</array>
                <array dataType="xsd:double" dictRef="cc:eigen" size="960">-34.0780 -33.9715 -33.9663 -33.9657 -33.9651 -33.8845 -33.8816 -33.8799 -32.3662 -32.2702 -32.2328 -32.2279 -19.2357 -19.2307 -19.2254 -19.0568 -19.0437 -19.0062 -18.9388 -18.9329 -18.9305 -18.9142 -18.6946 -18.0834 -18.0748 -18.0210 -17.7567 -17.3797 -17.3726 -17.3650 -16.8455 -16.8419 -16.8304 -16.5850 -16.5290 -16.5285 -16.5277 -16.4736 -16.3862 -16.3857 -16.3850 -16.2728 -16.2715 -16.1770 -16.1764 -16.1482 -16.1364 -16.1284 -16.1114 -16.0345 -15.5631 -15.5621 -15.5597 -15.2561 -15.2485 -15.2471 -15.2256 -14.9977 -14.9960 -14.9659 -14.9499 -14.9482 -14.3087 -13.9649 -13.6668 -13.6191 -13.6089 -13.5983 -13.3777 -13.3767 -13.3736 -13.0368 -13.0351 -13.0307 -9.3637 -7.7307 -7.1399 -7.0184 -6.5033 -6.1984 -6.0764 -6.0350 -5.8777 -4.1178 -4.1171 -4.0885 -4.0861 -4.0807 -3.7632 -3.5544 -3.5539 -3.3594 -3.3558 -3.3080 -3.2798 -3.2745 -3.2028 -3.1963 -3.1892 -3.1843 -3.1816 -3.1685 -2.8534 -2.7045 -2.6779 -2.6706 -2.5720 -2.4154 -2.3962 -2.3570 -2.1636 -2.1597 -2.1521 -2.0532 -2.0433 -2.0376 -1.8179 -1.8112 -1.7972 -1.7179 -1.7080 -1.6313 -1.6153 -1.6132 -1.6117 -1.4102 -1.4086 -1.4067 -1.3630 -1.3192 -1.3152 -1.3125 -1.2833 -1.2785 -1.2739 -1.2240 -1.1728 -1.1677 -1.1651 -1.1619 -1.1610 -1.1505 -1.1495 -1.1483 -0.9669 -0.9661 -0.9642 -0.8348 -0.8347 -0.6921 -0.6909 -0.6908 -0.4817 0.3951 1.6850 1.6860 1.6862 1.7030 1.8197 1.8207 1.8212 1.8370 1.8495 1.8497 1.8499 1.8795 1.8800 1.8810 1.8972 1.8974 1.9078 1.9082 1.9088 1.9517 1.9522 1.9525 1.9749 1.9761 1.9779 2.0435 2.0438 2.0659 2.0666 2.0674 2.0784 2.0792 2.0795 2.1179 2.1280 2.1704 2.1975 2.1983 -34.0507 -33.9946 -33.9659 -33.9659 -33.9492 -33.9045 -33.8829 -33.8811 -32.3443 -32.2799 -32.2428 -32.2312 -19.0485 -19.0297 -19.0209 -18.9597 -18.9316 -18.9148 -18.8518 -18.7908 -18.7863 -18.6914 -18.6872 -18.2115 -18.1959 -18.1214 -18.1126 -17.8573 -17.8460 -17.5577 -17.4596 -17.4558 -17.4516 -17.1949 -16.5613 -16.5608 -16.4671 -16.4337 -16.3927 -16.3391 -16.3339 -16.3212 -16.3159 -16.3043 -16.2290 -16.0347 -15.8552 -15.7070 -15.6957 -15.3301 -15.3120 -15.2641 -15.2440 -15.1812 -15.0594 -14.9624 -14.9611 -14.7883 -14.7821 -14.6748 -14.6331 -14.6291 -14.3007 -13.9661 -13.8683 -13.7305 -13.6991 -13.6863 -13.6814 -13.6361 -13.6333 -13.3479 -13.2913 -13.2898 -9.3530 -7.7420 -7.1608 -7.0159 -6.5032 -6.1993 -6.1235 -6.0900 -5.9296 -3.8644 -3.7261 -3.7152 -3.6743 -3.6724 -3.6125 -3.3881 -3.3232 -3.2734 -3.1822 -3.1724 -3.1444 -3.1127 -3.0850 -3.0668 -3.0361 -3.0277 -3.0006 -2.9956 -2.8574 -2.8095 -2.7337 -2.7093 -2.6408 -2.5181 -2.4988 -2.4589 -2.4328 -2.4150 -2.3746 -2.3467 -2.3216 -2.2261 -2.1364 -2.1283 -2.0751 -1.9575 -1.9140 -1.8986 -1.8109 -1.7821 -1.7690 -1.7658 -1.6308 -1.5714 -1.5412 -1.5392 -1.4732 -1.4716 -1.3512 -1.3468 -1.3165 -1.2552 -1.2079 -1.1629 -1.1612 -1.1222 -1.0625 -1.0614 -0.9223 -0.9171 -0.8918 -0.8885 -0.8701 -0.7930 -0.6354 -0.6114 -0.6110 -0.5877 -0.5441 0.5090 1.7425 1.7428 1.7528 1.8088 1.8186 1.8188 1.8474 1.8479 1.8664 1.8692 1.8703 1.8875 1.9146 1.9149 1.9213 1.9411 1.9413 1.9418 1.9532 1.9587 1.9592 1.9778 1.9871 2.0047 2.0053 2.0351 2.0406 2.0506 2.0551 2.0554 2.0721 2.1030 2.1036 2.1040 2.1299 2.1455 2.1523 2.1730 -34.0507 -33.9946 -33.9664 -33.9653 -33.9493 -33.9044 -33.8840 -33.8800 -32.3448 -32.2773 -32.2482 -32.2280 -19.0486 -19.0421 -19.0138 -18.9644 -18.9471 -18.9003 -18.8548 -18.7915 -18.7868 -18.6909 -18.6842 -18.2115 -18.1900 -18.1187 -18.1096 -17.8564 -17.8352 -17.5573 -17.4594 -17.4555 -17.4518 -17.1935 -16.5618 -16.5600 -16.4680 -16.4357 -16.3921 -16.3405 -16.3342 -16.3209 -16.3154 -16.3041 -16.2296 -16.0345 -15.8572 -15.7157 -15.6927 -15.3321 -15.3117 -15.2767 -15.2369 -15.1817 -15.0598 -14.9621 -14.9613 -14.7909 -14.7823 -14.6764 -14.6353 -14.6320 -14.3011 -13.9689 -13.8724 -13.7311 -13.6970 -13.6815 -13.6774 -13.6327 -13.6301 -13.3477 -13.2890 -13.2872 -9.3452 -7.7475 -7.1720 -7.0089 -6.4899 -6.2197 -6.1554 -6.0640 -5.9062 -3.8664 -3.7232 -3.7182 -3.6802 -3.6727 -3.6111 -3.3940 -3.3239 -3.2759 -3.2031 -3.1788 -3.1460 -3.1087 -3.0872 -3.0591 -3.0391 -3.0167 -3.0012 -2.9966 -2.8424 -2.7979 -2.7251 -2.7186 -2.6636 -2.5142 -2.5046 -2.4547 -2.4371 -2.3976 -2.3614 -2.3594 -2.3267 -2.2247 -2.1375 -2.1296 -2.0692 -1.9438 -1.9251 -1.8951 -1.8102 -1.7761 -1.7685 -1.7651 -1.6272 -1.5692 -1.5442 -1.5399 -1.4765 -1.4722 -1.3549 -1.3494 -1.3167 -1.2547 -1.2077 -1.1647 -1.1622 -1.1227 -1.0631 -1.0613 -0.9232 -0.9124 -0.8904 -0.8870 -0.8708 -0.7934 -0.6342 -0.6111 -0.6107 -0.5868 -0.5597 0.4464 1.7418 1.7427 1.7528 1.8095 1.8183 1.8189 1.8470 1.8476 1.8665 1.8691 1.8701 1.8874 1.9146 1.9148 1.9214 1.9409 1.9413 1.9416 1.9531 1.9589 1.9599 1.9771 1.9870 2.0047 2.0058 2.0354 2.0410 2.0503 2.0547 2.0552 2.0725 2.1026 2.1028 2.1038 2.1298 2.1455 2.1523 2.1727 -34.0096 -34.0088 -34.0081 -33.9514 -33.9181 -33.9152 -33.9137 -33.8708 -32.3291 -32.2754 -32.2700 -32.2243 -18.9575 -18.9553 -18.9080 -18.8415 -18.7242 -18.7203 -18.7144 -18.7006 -18.6487 -18.5899 -18.5861 -18.5793 -18.5689 -18.2183 -18.0753 -18.0658 -18.0631 -18.0601 -17.5447 -17.5382 -17.5363 -16.9533 -16.9490 -16.9458 -16.5579 -16.4780 -16.4769 -16.4767 -16.3278 -16.2514 -16.2468 -16.2443 -16.0344 -15.7412 -15.7323 -15.7232 -15.5530 -15.3189 -15.1792 -15.1682 -15.1617 -15.1047 -15.0985 -15.0887 -14.4987 -14.4923 -14.4815 -14.2195 -14.1805 -14.1319 -14.1304 -14.1288 -14.0735 -14.0660 -14.0621 -14.0131 -13.9657 -13.8853 -13.5670 -13.5615 -13.5593 -13.3168 -9.3451 -7.7525 -7.1725 -7.0091 -6.4971 -6.1980 -6.1675 -6.1194 -5.9400 -3.4844 -3.4821 -3.4783 -3.3620 -3.3575 -3.3526 -3.3005 -3.1866 -3.1721 -3.1669 -3.1602 -3.1246 -3.0900 -3.0813 -3.0690 -2.9757 -2.9620 -2.9596 -2.9004 -2.7746 -2.7456 -2.7385 -2.7277 -2.7078 -2.6609 -2.6492 -2.5548 -2.5180 -2.5034 -2.4898 -2.4847 -2.4152 -2.4045 -2.3822 -2.3643 -2.1540 -2.1507 -2.1287 -2.0390 -1.9562 -1.8548 -1.8462 -1.8390 -1.8294 -1.7677 -1.7085 -1.6980 -1.6767 -1.3441 -1.3272 -1.3220 -1.3168 -1.2701 -1.0872 -1.0855 -1.0812 -1.0772 -1.0682 -0.9753 -0.9714 -0.9644 -0.8707 -0.7754 -0.7751 -0.7737 -0.6777 -0.5707 -0.5695 -0.5679 -0.5629 0.5214 1.7314 1.7830 1.8258 1.8262 1.8270 1.8407 1.8600 1.8603 1.8604 1.9155 1.9168 1.9171 1.9177 1.9260 1.9274 1.9282 1.9429 1.9469 1.9636 1.9638 1.9642 1.9868 1.9876 1.9882 2.0551 2.0553 2.0557 2.0631 2.0723 2.0942 2.1086 2.1093 2.1100 2.1356 2.1368 2.1383 2.1448 2.1453 -34.0507 -33.9946 -33.9661 -33.9657 -33.9492 -33.9046 -33.8825 -33.8814 -32.3443 -32.2802 -32.2420 -32.2317 -19.0464 -19.0401 -19.0132 -18.9619 -18.9463 -18.8973 -18.8558 -18.7914 -18.7861 -18.6923 -18.6851 -18.2097 -18.1947 -18.1225 -18.1108 -17.8527 -17.8476 -17.5576 -17.4601 -17.4550 -17.4515 -17.1943 -16.5615 -16.5605 -16.4675 -16.4343 -16.3928 -16.3394 -16.3340 -16.3191 -16.3180 -16.3037 -16.2292 -16.0349 -15.8559 -15.7074 -15.6973 -15.3299 -15.3120 -15.2615 -15.2495 -15.1817 -15.0583 -14.9627 -14.9608 -14.7891 -14.7822 -14.6770 -14.6340 -14.6301 -14.3007 -13.9648 -13.8714 -13.7309 -13.6980 -13.6839 -13.6808 -13.6354 -13.6306 -13.3477 -13.2905 -13.2881 -9.3557 -7.7471 -7.1507 -7.0117 -6.5035 -6.2114 -6.1193 -6.0907 -5.9350 -3.8653 -3.7234 -3.7155 -3.6780 -3.6745 -3.6105 -3.3905 -3.3250 -3.2755 -3.1835 -3.1674 -3.1395 -3.1095 -3.0870 -3.0692 -3.0454 -3.0274 -2.9992 -2.9940 -2.8591 -2.8020 -2.7265 -2.7145 -2.6306 -2.5159 -2.5018 -2.4547 -2.4346 -2.4166 -2.3722 -2.3506 -2.3112 -2.2260 -2.1408 -2.1223 -2.0714 -1.9631 -1.9198 -1.8988 -1.8066 -1.7865 -1.7692 -1.7668 -1.6288 -1.5713 -1.5419 -1.5389 -1.4755 -1.4716 -1.3525 -1.3474 -1.3160 -1.2551 -1.2082 -1.1634 -1.1614 -1.1225 -1.0628 -1.0616 -0.9206 -0.9176 -0.8918 -0.8882 -0.8701 -0.7931 -0.6349 -0.6116 -0.6109 -0.5874 -0.5068 0.4830 1.7423 1.7428 1.7528 1.8091 1.8185 1.8189 1.8472 1.8478 1.8665 1.8692 1.8702 1.8874 1.9145 1.9149 1.9213 1.9410 1.9413 1.9417 1.9531 1.9588 1.9595 1.9775 1.9871 2.0049 2.0052 2.0352 2.0407 2.0505 2.0548 2.0556 2.0722 2.1028 2.1032 2.1041 2.1299 2.1455 2.1523 2.1728</array>
                <array dataType="xsd:double" dictRef="cc:occup" size="960">1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.68625 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.00310 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.16666 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.00100 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.02270 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <xi:include href="eigenvalues/spin.xml" />  <xi:include href="eigenvalues/nospin.xml" />
    </templateList>
<transform process="pullup" xpath=".//cml:list" />
<transform process="delete" xpath=".//cml:module" />
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Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	spin



	name

	Eigenvalue spin section



	pattern

	\s*spin\scomponent.*



	endPattern

	\s*spin\scomponent.*



	endPattern2

	~



	repeat

	*



	xml:base

	eigenvalues/spin.xml







Input



spin component 1

k-point   1 :       0.0000    0.0000    0.0000
 band No.  band energies     occupation
     1     -34.0788      1.00000
     2     -33.9756      1.00000
     3     -33.9665      1.00000
     4     -33.9659      1.00000
     5     -33.9653      1.00000
     6     -33.8890      1.00000
     7     -33.8861      1.00000
     8     -33.8845      1.00000
     9     -32.7887      1.00000
    10     -32.6985      1.00000
    11     -32.6678      1.00000
    12     -32.6638      1.00000
    13     -19.2450      1.00000
    14     -19.2415      1.00000
    15     -19.2355      1.00000
    16     -19.0808      1.00000
    17     -19.0690      1.00000
    18     -19.0386      1.00000
    19     -18.9568      1.00000
    20     -18.9336      1.00000
    21     -18.9324      1.00000
    22     -18.9286      1.00000
    23     -18.6982      1.00000
    24     -18.1183      1.00000
    25     -18.1100      1.00000
    26     -18.0568      1.00000
    27     -17.7834      1.00000
    28     -17.3998      1.00000
    29     -17.3923      1.00000
    30     -17.3844      1.00000
    31     -16.8710      1.00000
    32     -16.8677      1.00000
    33     -16.8566      1.00000
    34     -16.5998      1.00000
    35     -16.5315      1.00000
    36     -16.5310      1.00000
    37     -16.5301      1.00000
    38     -16.4718      1.00000
    39     -16.3884      1.00000
    40     -16.3880      1.00000
    41     -16.3873      1.00000
    42     -16.2748      1.00000
    43     -16.2734      1.00000
    44     -16.2117      1.00000
    45     -16.2005      1.00000
    46     -16.1936      1.00000
    47     -16.1789      1.00000
    48     -16.1784      1.00000
    49     -16.1085      1.00000
    50     -15.6417      1.00000
    51     -15.5867      1.00000
    52     -15.5856      1.00000
    53     -15.5839      1.00000
    54     -15.5641      1.00000
    55     -15.5634      1.00000
    56     -15.5452      1.00000
    57     -15.3281      1.00000
    58     -15.3257      1.00000
    59     -15.3225      1.00000
    60     -15.1656      1.00000
    61     -15.1583      1.00000
    62     -15.1557      1.00000
    63     -14.4294      1.00000
    64     -13.9450      1.00000
    65     -13.7801      1.00000
    66     -13.7691      1.00000
    67     -13.7613      1.00000
    68     -13.7354      1.00000
    69     -13.4007      1.00000
    70     -13.3986      1.00000
    71     -13.3959      1.00000
    72     -13.0680      1.00000
    73     -13.0664      1.00000
    74     -13.0635      1.00000
    75      -9.0322      1.00000
    76      -7.5908      1.00000
    77      -6.9828      1.00000
    78      -6.9339      1.00000
    79      -6.4685      1.00000
    80      -6.2102      1.00000
    81      -6.0960      1.00000
    82      -6.0421      1.00000
    83      -5.9027      1.00000
    84      -4.1165      1.00000
    85      -4.1157      1.00000
    86      -4.0991      1.00000
    87      -4.0963      1.00000
    88      -4.0906      1.00000
    89      -3.7677      1.00000
    90      -3.5548      1.00000
    91      -3.5535      1.00000
    92      -3.3688      1.00000
    93      -3.3606      1.00000
    94      -3.3190      1.00000
    95      -3.2931      1.00000
    96      -3.2855      1.00000
    97      -3.2016      1.00000
    98      -3.1972      1.00000
    99      -3.1947      1.00000
   100      -3.1876      1.00000
   101      -3.1835      1.00000
   102      -3.1758      1.00000
   103      -2.8046      1.00000
   104      -2.7047      1.00000
   105      -2.6748      1.00000
   106      -2.6688      1.00000
   107      -2.5830      1.00000
   108      -2.4331      1.00000
   109      -2.4173      1.00000
   110      -2.3651      1.00000
   111      -2.1887      1.00000
   112      -2.1737      1.00000
   113      -2.1662      1.00000
   114      -2.0983      1.00000
   115      -2.0643      1.00000
   116      -2.0556      1.00000
   117      -1.9792      1.00000
   118      -1.8356      1.00000
   119      -1.8275      1.00000
   120      -1.8141      1.00000
   121      -1.7570      1.00000
   122      -1.7330      1.00000
   123      -1.6893      1.00000
   124      -1.6166      1.00000
   125      -1.6149      1.00000
   126      -1.6108      1.00000
   127      -1.4135      1.00000
   128      -1.4118      1.00000
   129      -1.4102      1.00000
   130      -1.3990      1.00000
   131      -1.3257      1.00000
   132      -1.3195      1.00000
   133      -1.3160      1.00000
   134      -1.2888      1.00000
   135      -1.2837      1.00000
   136      -1.2802      1.00000
   137      -1.2780      1.00000
   138      -1.2266      1.00000
   139      -1.2231      1.00000
   140      -1.2165      1.00000
   141      -1.1617      1.00000
   142      -1.1614      1.00000
   143      -1.1506      1.00000
   144      -1.1497      1.00000
   145      -1.1492      1.00000
   146      -0.9688      1.00000
   147      -0.9681      1.00000
   148      -0.9663      1.00000
   149      -0.8347      1.00000
   150      -0.8346      1.00000
   151      -0.6931      1.00000
   152      -0.6919      1.00000
   153      -0.6916      1.00000
   154       0.2770      0.99993
   155       0.2902      0.99972
   156       0.3080      0.99840
   157       0.3499      0.96110
   158       1.4275      0.00000
   159       1.6822      0.00000
   160       1.6832      0.00000
   161       1.6835      0.00000
   162       1.7034      0.00000
   163       1.8107      0.00000
   164       1.8117      0.00000
   165       1.8124      0.00000
   166       1.8292      0.00000
   167       1.8481      0.00000
   168       1.8483      0.00000
   169       1.8485      0.00000
   170       1.8773      0.00000
   171       1.8778      0.00000
   172       1.8789      0.00000
   173       1.8960      0.00000
   174       1.8962      0.00000
   175       1.9033      0.00000
   176       1.9037      0.00000
   177       1.9042      0.00000
   178       1.9504      0.00000
   179       1.9507      0.00000
   180       1.9511      0.00000
   181       1.9541      0.00000
   182       1.9548      0.00000
   183       1.9560      0.00000
   184       2.0356      0.00000
   185       2.0359      0.00000
   186       2.0585      0.00000
   187       2.0592      0.00000
   188       2.0598      0.00000
   189       2.0718      0.00000
   190       2.0722      0.00000
   191       2.0726      0.00000
   192       2.1125      0.00000

k-point   2 :       0.3333    0.0000    0.0000
 band No.  band energies     occupation
     1     -34.0514      1.00000
     2     -33.9950      1.00000
     3     -33.9661      1.00000
     4     -33.9660      1.00000
     5     -33.9534      1.00000
     6     -33.9089      1.00000
     7     -33.8874      1.00000
     8     -33.8857      1.00000
     9     -32.7666      1.00000
    10     -32.7099      1.00000
    11     -32.6767      1.00000
    12     -32.6668      1.00000
    13     -19.0658      1.00000
    14     -19.0448      1.00000
    15     -19.0397      1.00000
    16     -18.9675      1.00000
    17     -18.9444      1.00000
    18     -18.9296      1.00000
    19     -18.8796      1.00000
    20     -18.7929      1.00000
    21     -18.7893      1.00000
    22     -18.6982      1.00000
    23     -18.6919      1.00000
    24     -18.2533      1.00000
    25     -18.2357      1.00000
    26     -18.1475      1.00000
    27     -18.1399      1.00000
    28     -17.8785      1.00000
    29     -17.8678      1.00000
    30     -17.5687      1.00000
    31     -17.4846      1.00000
    32     -17.4619      1.00000
    33     -17.4595      1.00000
    34     -17.2138      1.00000
    35     -16.5639      1.00000
    36     -16.5634      1.00000
    37     -16.4771      1.00000
    38     -16.4692      1.00000
    39     -16.4258      1.00000
    40     -16.3536      1.00000
    41     -16.3489      1.00000
    42     -16.3412      1.00000
    43     -16.3361      1.00000
    44     -16.3309      1.00000
    45     -16.2312      1.00000
    46     -15.9082      1.00000
    47     -15.8749      1.00000
    48     -15.8658      1.00000
    49     -15.6419      1.00000
    50     -15.5591      1.00000
    51     -15.5426      1.00000
    52     -15.5008      1.00000
    53     -15.4362      1.00000
    54     -15.4058      1.00000
    55     -15.3847      1.00000
    56     -15.0034      1.00000
    57     -15.0028      1.00000
    58     -14.9124      1.00000
    59     -14.8960      1.00000
    60     -14.7869      1.00000
    61     -14.7139      1.00000
    62     -14.7114      1.00000
    63     -14.3654      1.00000
    64     -13.9754      1.00000
    65     -13.9414      1.00000
    66     -13.8201      1.00000
    67     -13.7824      1.00000
    68     -13.7671      1.00000
    69     -13.7633      1.00000
    70     -13.6961      1.00000
    71     -13.6925      1.00000
    72     -13.4170      1.00000
    73     -13.3771      1.00000
    74     -13.3751      1.00000
    75      -9.0199      1.00000
    76      -7.6053      1.00000
    77      -7.0051      1.00000
    78      -6.9366      1.00000
    79      -6.4632      1.00000
    80      -6.2116      1.00000
    81      -6.1400      1.00000
    82      -6.0908      1.00000
    83      -5.9531      1.00000
    84      -3.8630      1.00000
    85      -3.7370      1.00000
    86      -3.7256      1.00000
    87      -3.6860      1.00000
    88      -3.6763      1.00000
    89      -3.6138      1.00000
    90      -3.3865      1.00000
    91      -3.3285      1.00000
    92      -3.2731      1.00000
    93      -3.1860      1.00000
    94      -3.1743      1.00000
    95      -3.1495      1.00000
    96      -3.1169      1.00000
    97      -3.0955      1.00000
    98      -3.0711      1.00000
    99      -3.0479      1.00000
   100      -3.0423      1.00000
   101      -3.0056      1.00000
   102      -3.0005      1.00000
   103      -2.8418      1.00000
   104      -2.7937      1.00000
   105      -2.7428      1.00000
   106      -2.7157      1.00000
   107      -2.6519      1.00000
   108      -2.5290      1.00000
   109      -2.5217      1.00000
   110      -2.4892      1.00000
   111      -2.4428      1.00000
   112      -2.4165      1.00000
   113      -2.3804      1.00000
   114      -2.3519      1.00000
   115      -2.3395      1.00000
   116      -2.2364      1.00000
   117      -2.1649      1.00000
   118      -2.1481      1.00000
   119      -2.1133      1.00000
   120      -2.0294      1.00000
   121      -1.9563      1.00000
   122      -1.9256      1.00000
   123      -1.8420      1.00000
   124      -1.8106      1.00000
   125      -1.7946      1.00000
   126      -1.7716      1.00000
   127      -1.7677      1.00000
   128      -1.6357      1.00000
   129      -1.6010      1.00000
   130      -1.5454      1.00000
   131      -1.5423      1.00000
   132      -1.4961      1.00000
   133      -1.4932      1.00000
   134      -1.3707      1.00000
   135      -1.3645      1.00000
   136      -1.3197      1.00000
   137      -1.2642      1.00000
   138      -1.2557      1.00000
   139      -1.1797      1.00000
   140      -1.1650      1.00000
   141      -1.1635      1.00000
   142      -1.0740      1.00000
   143      -1.0735      1.00000
   144      -0.9948      1.00000
   145      -0.9671      1.00000
   146      -0.8961      1.00000
   147      -0.8933      1.00000
   148      -0.8699      1.00000
   149      -0.7929      1.00000
   150      -0.6388      1.00000
   151      -0.6164      1.00000
   152      -0.6161      1.00000
   153      -0.5887      1.00000
   154       0.2856      0.99983
   155       0.3005      0.99921
   156       0.3361      0.98437
   157       0.3687      0.89075
   158       1.3210      0.00000
   159       1.7396      0.00000
   160       1.7401      0.00000
   161       1.7519      0.00000
   162       1.8033      0.00000
   163       1.8163      0.00000
   164       1.8166      0.00000
   165       1.8398      0.00000
   166       1.8405      0.00000
   167       1.8605      0.00000
   168       1.8632      0.00000
   169       1.8674      0.00000
   170       1.8860      0.00000
   171       1.9047      0.00000
   172       1.9052      0.00000
   173       1.9193      0.00000
   174       1.9384      0.00000
   175       1.9387      0.00000
   176       1.9404      0.00000
   177       1.9454      0.00000
   178       1.9526      0.00000
   179       1.9532      0.00000
   180       1.9728      0.00000
   181       1.9780      0.00000
   182       1.9957      0.00000
   183       1.9961      0.00000
   184       2.0284      0.00000
   185       2.0349      0.00000
   186       2.0447      0.00000
   187       2.0501      0.00000
   188       2.0502      0.00000
   189       2.0650      0.00000
   190       2.0944      0.00000
   191       2.0949      0.00000
   192       2.0993      0.00000

k-point   3 :       0.0000    0.3333    0.0000
 band No.  band energies     occupation
     1     -34.0514      1.00000
     2     -33.9950      1.00000
     3     -33.9666      1.00000
     4     -33.9655      1.00000
     5     -33.9534      1.00000
     6     -33.9088      1.00000
     7     -33.8885      1.00000
     8     -33.8846      1.00000
     9     -32.7670      1.00000
    10     -32.7077      1.00000
    11     -32.6813      1.00000
    12     -32.6640      1.00000
    13     -19.0665      1.00000
    14     -19.0587      1.00000
    15     -19.0311      1.00000
    16     -18.9742      1.00000
    17     -18.9601      1.00000
    18     -18.9131      1.00000
    19     -18.8820      1.00000
    20     -18.7932      1.00000
    21     -18.7902      1.00000
    22     -18.6976      1.00000
    23     -18.6890      1.00000
    24     -18.2527      1.00000
    25     -18.2294      1.00000
    26     -18.1470      1.00000
    27     -18.1349      1.00000
    28     -17.8776      1.00000
    29     -17.8568      1.00000
    30     -17.5681      1.00000
    31     -17.4857      1.00000
    32     -17.4616      1.00000
    33     -17.4586      1.00000
    34     -17.2124      1.00000
    35     -16.5644      1.00000
    36     -16.5626      1.00000
    37     -16.4788      1.00000
    38     -16.4703      1.00000
    39     -16.4252      1.00000
    40     -16.3533      1.00000
    41     -16.3481      1.00000
    42     -16.3426      1.00000
    43     -16.3364      1.00000
    44     -16.3308      1.00000
    45     -16.2317      1.00000
    46     -15.9093      1.00000
    47     -15.8835      1.00000
    48     -15.8625      1.00000
    49     -15.6411      1.00000
    50     -15.5716      1.00000
    51     -15.5353      1.00000
    52     -15.5010      1.00000
    53     -15.4374      1.00000
    54     -15.4080      1.00000
    55     -15.3853      1.00000
    56     -15.0042      1.00000
    57     -15.0032      1.00000
    58     -14.9174      1.00000
    59     -14.8953      1.00000
    60     -14.7868      1.00000
    61     -14.7156      1.00000
    62     -14.7151      1.00000
    63     -14.3662      1.00000
    64     -13.9831      1.00000
    65     -13.9403      1.00000
    66     -13.8181      1.00000
    67     -13.7834      1.00000
    68     -13.7615      1.00000
    69     -13.7585      1.00000
    70     -13.6927      1.00000
    71     -13.6897      1.00000
    72     -13.4168      1.00000
    73     -13.3753      1.00000
    74     -13.3728      1.00000
    75      -9.0124      1.00000
    76      -7.6054      1.00000
    77      -7.0191      1.00000
    78      -6.9290      1.00000
    79      -6.4582      1.00000
    80      -6.2336      1.00000
    81      -6.1625      1.00000
    82      -6.0686      1.00000
    83      -5.9287      1.00000
    84      -3.8652      1.00000
    85      -3.7345      1.00000
    86      -3.7284      1.00000
    87      -3.6901      1.00000
    88      -3.6781      1.00000
    89      -3.6126      1.00000
    90      -3.3932      1.00000
    91      -3.3292      1.00000
    92      -3.2771      1.00000
    93      -3.2043      1.00000
    94      -3.1825      1.00000
    95      -3.1497      1.00000
    96      -3.1130      1.00000
    97      -3.0951      1.00000
    98      -3.0667      1.00000
    99      -3.0561      1.00000
   100      -3.0291      1.00000
   101      -3.0056      1.00000
   102      -3.0019      1.00000
   103      -2.8422      1.00000
   104      -2.7751      1.00000
   105      -2.7315      1.00000
   106      -2.7195      1.00000
   107      -2.6696      1.00000
   108      -2.5327      1.00000
   109      -2.5138      1.00000
   110      -2.4885      1.00000
   111      -2.4407      1.00000
   112      -2.4077      1.00000
   113      -2.3727      1.00000
   114      -2.3653      1.00000
   115      -2.3445      1.00000
   116      -2.2372      1.00000
   117      -2.1612      1.00000
   118      -2.1527      1.00000
   119      -2.0909      1.00000
   120      -2.0105      1.00000
   121      -1.9605      1.00000
   122      -1.9251      1.00000
   123      -1.8966      1.00000
   124      -1.8262      1.00000
   125      -1.7744      1.00000
   126      -1.7705      1.00000
   127      -1.7504      1.00000
   128      -1.6318      1.00000
   129      -1.6027      1.00000
   130      -1.5476      1.00000
   131      -1.5438      1.00000
   132      -1.4964      1.00000
   133      -1.4933      1.00000
   134      -1.3743      1.00000
   135      -1.3677      1.00000
   136      -1.3189      1.00000
   137      -1.2655      1.00000
   138      -1.2549      1.00000
   139      -1.1820      1.00000
   140      -1.1669      1.00000
   141      -1.1639      1.00000
   142      -1.0756      1.00000
   143      -1.0723      1.00000
   144      -0.9939      1.00000
   145      -0.9638      1.00000
   146      -0.8948      1.00000
   147      -0.8926      1.00000
   148      -0.8705      1.00000
   149      -0.7932      1.00000
   150      -0.6381      1.00000
   151      -0.6161      1.00000
   152      -0.6159      1.00000
   153      -0.5880      1.00000
   154       0.2811      0.99990
   155       0.3049      0.99880
   156       0.3349      0.98560
   157       0.3707      0.88012
   158       1.2932      0.00000
   159       1.7390      0.00000
   160       1.7398      0.00000
   161       1.7520      0.00000
   162       1.8041      0.00000
   163       1.8159      0.00000
   164       1.8166      0.00000
   165       1.8396      0.00000
   166       1.8402      0.00000
   167       1.8604      0.00000
   168       1.8633      0.00000
   169       1.8673      0.00000
   170       1.8859      0.00000
   171       1.9049      0.00000
   172       1.9050      0.00000
   173       1.9194      0.00000
   174       1.9382      0.00000
   175       1.9387      0.00000
   176       1.9402      0.00000
   177       1.9451      0.00000
   178       1.9530      0.00000
   179       1.9542      0.00000
   180       1.9722      0.00000
   181       1.9780      0.00000
   182       1.9959      0.00000
   183       1.9962      0.00000
   184       2.0285      0.00000
   185       2.0352      0.00000
   186       2.0445      0.00000
   187       2.0498      0.00000
   188       2.0501      0.00000
   189       2.0653      0.00000
   190       2.0942      0.00000
   191       2.0946      0.00000
   192       2.0985      0.00000

k-point   4 :       0.3333    0.3333    0.0000
 band No.  band energies     occupation
     1     -34.0101      1.00000
     2     -34.0093      1.00000
     3     -34.0086      1.00000
     4     -33.9514      1.00000
     5     -33.9223      1.00000
     6     -33.9195      1.00000
     7     -33.9181      1.00000
     8     -33.8755      1.00000
     9     -32.7496      1.00000
    10     -32.7078      1.00000
    11     -32.7036      1.00000
    12     -32.6595      1.00000
    13     -18.9701      1.00000
    14     -18.9667      1.00000
    15     -18.9165      1.00000
    16     -18.8865      1.00000
    17     -18.7281      1.00000
    18     -18.7243      1.00000
    19     -18.7192      1.00000
    20     -18.7121      1.00000
    21     -18.6497      1.00000
    22     -18.6048      1.00000
    23     -18.6010      1.00000
    24     -18.5944      1.00000
    25     -18.5795      1.00000
    26     -18.2810      1.00000
    27     -18.0869      1.00000
    28     -18.0842      1.00000
    29     -18.0814      1.00000
    30     -18.0753      1.00000
    31     -17.5786      1.00000
    32     -17.5723      1.00000
    33     -17.5703      1.00000
    34     -16.9611      1.00000
    35     -16.9567      1.00000
    36     -16.9538      1.00000
    37     -16.5590      1.00000
    38     -16.4792      1.00000
    39     -16.4782      1.00000
    40     -16.4780      1.00000
    41     -16.3625      1.00000
    42     -16.2839      1.00000
    43     -16.2802      1.00000
    44     -16.2780      1.00000
    45     -15.8482      1.00000
    46     -15.8410      1.00000
    47     -15.8323      1.00000
    48     -15.7823      1.00000
    49     -15.6431      1.00000
    50     -15.6084      1.00000
    51     -15.4762      1.00000
    52     -15.4682      1.00000
    53     -15.4557      1.00000
    54     -15.2105      1.00000
    55     -15.2065      1.00000
    56     -15.2004      1.00000
    57     -14.5990      1.00000
    58     -14.5926      1.00000
    59     -14.5835      1.00000
    60     -14.2451      1.00000
    61     -14.1829      1.00000
    62     -14.1565      1.00000
    63     -14.1551      1.00000
    64     -14.1536      1.00000
    65     -14.1072      1.00000
    66     -14.1019      1.00000
    67     -14.0972      1.00000
    68     -14.0392      1.00000
    69     -13.9451      1.00000
    70     -13.9400      1.00000
    71     -13.7217      1.00000
    72     -13.7181      1.00000
    73     -13.7166      1.00000
    74     -13.4966      1.00000
    75      -9.0121      1.00000
    76      -7.6145      1.00000
    77      -7.0183      1.00000
    78      -6.9300      1.00000
    79      -6.4602      1.00000
    80      -6.2116      1.00000
    81      -6.1754      1.00000
    82      -6.1219      1.00000
    83      -5.9611      1.00000
    84      -3.4851      1.00000
    85      -3.4826      1.00000
    86      -3.4789      1.00000
    87      -3.3660      1.00000
    88      -3.3613      1.00000
    89      -3.3562      1.00000
    90      -3.3076      1.00000
    91      -3.1955      1.00000
    92      -3.1801      1.00000
    93      -3.1743      1.00000
    94      -3.1679      1.00000
    95      -3.1330      1.00000
    96      -3.1074      1.00000
    97      -3.0982      1.00000
    98      -3.0784      1.00000
    99      -2.9774      1.00000
   100      -2.9642      1.00000
   101      -2.9608      1.00000
   102      -2.8873      1.00000
   103      -2.7849      1.00000
   104      -2.7540      1.00000
   105      -2.7479      1.00000
   106      -2.7352      1.00000
   107      -2.7165      1.00000
   108      -2.6784      1.00000
   109      -2.6650      1.00000
   110      -2.5557      1.00000
   111      -2.5283      1.00000
   112      -2.5065      1.00000
   113      -2.5022      1.00000
   114      -2.4900      1.00000
   115      -2.4357      1.00000
   116      -2.4232      1.00000
   117      -2.4018      1.00000
   118      -2.3622      1.00000
   119      -2.1628      1.00000
   120      -2.1610      1.00000
   121      -2.1507      1.00000
   122      -2.0427      1.00000
   123      -2.0019      1.00000
   124      -1.9542      1.00000
   125      -1.8622      1.00000
   126      -1.8575      1.00000
   127      -1.8479      1.00000
   128      -1.8269      1.00000
   129      -1.7798      1.00000
   130      -1.7171      1.00000
   131      -1.6991      1.00000
   132      -1.6582      1.00000
   133      -1.3750      1.00000
   134      -1.3641      1.00000
   135      -1.3594      1.00000
   136      -1.3428      1.00000
   137      -1.2785      1.00000
   138      -1.0891      1.00000
   139      -1.0867      1.00000
   140      -1.0825      1.00000
   141      -1.0798      1.00000
   142      -1.0684      1.00000
   143      -1.0443      1.00000
   144      -1.0411      1.00000
   145      -1.0355      1.00000
   146      -0.8711      1.00000
   147      -0.7801      1.00000
   148      -0.7796      1.00000
   149      -0.7788      1.00000
   150      -0.6834      1.00000
   151      -0.5795      1.00000
   152      -0.5789      1.00000
   153      -0.5769      1.00000
   154       0.2768      0.99994
   155       0.3362      0.98426
   156       0.3461      0.96918
   157       0.3637      0.91505
   158       1.2860      0.00000
   159       1.7288      0.00000
   160       1.7828      0.00000
   161       1.8204      0.00000
   162       1.8209      0.00000
   163       1.8218      0.00000
   164       1.8325      0.00000
   165       1.8589      0.00000
   166       1.8591      0.00000
   167       1.8593      0.00000
   168       1.8946      0.00000
   169       1.9126      0.00000
   170       1.9132      0.00000
   171       1.9141      0.00000
   172       1.9175      0.00000
   173       1.9187      0.00000
   174       1.9190      0.00000
   175       1.9388      0.00000
   176       1.9457      0.00000
   177       1.9588      0.00000
   178       1.9592      0.00000
   179       1.9595      0.00000
   180       1.9810      0.00000
   181       1.9818      0.00000
   182       1.9823      0.00000
   183       2.0517      0.00000
   184       2.0519      0.00000
   185       2.0524      0.00000
   186       2.0607      0.00000
   187       2.0619      0.00000
   188       2.0897      0.00000
   189       2.1038      0.00000
   190       2.1045      0.00000
   191       2.1051      0.00000
   192       2.1312      0.00000

k-point   5 :      -0.3333    0.3333    0.0000
 band No.  band energies     occupation
     1     -34.0514      1.00000
     2     -33.9950      1.00000
     3     -33.9663      1.00000
     4     -33.9658      1.00000
     5     -33.9534      1.00000
     6     -33.9090      1.00000
     7     -33.8870      1.00000
     8     -33.8860      1.00000
     9     -32.7666      1.00000
    10     -32.7099      1.00000
    11     -32.6768      1.00000
    12     -32.6668      1.00000
    13     -19.0642      1.00000
    14     -19.0563      1.00000
    15     -19.0309      1.00000
    16     -18.9716      1.00000
    17     -18.9569      1.00000
    18     -18.9097      1.00000
    19     -18.8864      1.00000
    20     -18.7931      1.00000
    21     -18.7893      1.00000
    22     -18.6988      1.00000
    23     -18.6902      1.00000
    24     -18.2498      1.00000
    25     -18.2361      1.00000
    26     -18.1490      1.00000
    27     -18.1374      1.00000
    28     -17.8738      1.00000
    29     -17.8694      1.00000
    30     -17.5685      1.00000
    31     -17.4850      1.00000
    32     -17.4609      1.00000
    33     -17.4598      1.00000
    34     -17.2132      1.00000
    35     -16.5641      1.00000
    36     -16.5631      1.00000
    37     -16.4779      1.00000
    38     -16.4694      1.00000
    39     -16.4258      1.00000
    40     -16.3517      1.00000
    41     -16.3505      1.00000
    42     -16.3415      1.00000
    43     -16.3363      1.00000
    44     -16.3304      1.00000
    45     -16.2313      1.00000
    46     -15.9089      1.00000
    47     -15.8752      1.00000
    48     -15.8669      1.00000
    49     -15.6420      1.00000
    50     -15.5585      1.00000
    51     -15.5454      1.00000
    52     -15.5010      1.00000
    53     -15.4365      1.00000
    54     -15.4070      1.00000
    55     -15.3835      1.00000
    56     -15.0039      1.00000
    57     -15.0027      1.00000
    58     -14.9126      1.00000
    59     -14.8986      1.00000
    60     -14.7869      1.00000
    61     -14.7152      1.00000
    62     -14.7118      1.00000
    63     -14.3656      1.00000
    64     -13.9767      1.00000
    65     -13.9419      1.00000
    66     -13.8194      1.00000
    67     -13.7826      1.00000
    68     -13.7658      1.00000
    69     -13.7594      1.00000
    70     -13.6941      1.00000
    71     -13.6925      1.00000
    72     -13.4168      1.00000
    73     -13.3760      1.00000
    74     -13.3745      1.00000
    75      -9.0242      1.00000
    76      -7.6098      1.00000
    77      -6.9943      1.00000
    78      -6.9276      1.00000
    79      -6.4681      1.00000
    80      -6.2174      1.00000
    81      -6.1329      1.00000
    82      -6.0987      1.00000
    83      -5.9578      1.00000
    84      -3.8640      1.00000
    85      -3.7343      1.00000
    86      -3.7266      1.00000
    87      -3.6898      1.00000
    88      -3.6778      1.00000
    89      -3.6118      1.00000
    90      -3.3891      1.00000
    91      -3.3302      1.00000
    92      -3.2767      1.00000
    93      -3.1881      1.00000
    94      -3.1707      1.00000
    95      -3.1485      1.00000
    96      -3.1121      1.00000
    97      -3.1011      1.00000
    98      -3.0753      1.00000
    99      -3.0531      1.00000
   100      -3.0391      1.00000
   101      -3.0039      1.00000
   102      -3.0000      1.00000
   103      -2.8444      1.00000
   104      -2.7858      1.00000
   105      -2.7351      1.00000
   106      -2.7183      1.00000
   107      -2.6378      1.00000
   108      -2.5320      1.00000
   109      -2.5096      1.00000
   110      -2.4893      1.00000
   111      -2.4474      1.00000
   112      -2.4180      1.00000
   113      -2.3787      1.00000
   114      -2.3577      1.00000
   115      -2.3347      1.00000
   116      -2.2362      1.00000
   117      -2.1707      1.00000
   118      -2.1422      1.00000
   119      -2.1007      1.00000
   120      -2.0027      1.00000
   121      -1.9698      1.00000
   122      -1.9253      1.00000
   123      -1.8965      1.00000
   124      -1.8188      1.00000
   125      -1.7767      1.00000
   126      -1.7719      1.00000
   127      -1.7526      1.00000
   128      -1.6326      1.00000
   129      -1.6102      1.00000
   130      -1.5463      1.00000
   131      -1.5415      1.00000
   132      -1.4985      1.00000
   133      -1.4898      1.00000
   134      -1.3722      1.00000
   135      -1.3684      1.00000
   136      -1.3190      1.00000
   137      -1.2657      1.00000
   138      -1.2545      1.00000
   139      -1.1815      1.00000
   140      -1.1654      1.00000
   141      -1.1637      1.00000
   142      -1.0741      1.00000
   143      -1.0732      1.00000
   144      -0.9944      1.00000
   145      -0.9660      1.00000
   146      -0.8958      1.00000
   147      -0.8926      1.00000
   148      -0.8700      1.00000
   149      -0.7929      1.00000
   150      -0.6385      1.00000
   151      -0.6164      1.00000
   152      -0.6159      1.00000
   153      -0.5884      1.00000
   154       0.2908      0.99970
   155       0.2964      0.99947
   156       0.3356      0.98491
   157       0.3683      0.89275
   158       1.3804      0.00000
   159       1.7395      0.00000
   160       1.7400      0.00000
   161       1.7519      0.00000
   162       1.8034      0.00000
   163       1.8162      0.00000
   164       1.8167      0.00000
   165       1.8397      0.00000
   166       1.8403      0.00000
   167       1.8605      0.00000
   168       1.8632      0.00000
   169       1.8674      0.00000
   170       1.8860      0.00000
   171       1.9047      0.00000
   172       1.9052      0.00000
   173       1.9193      0.00000
   174       1.9384      0.00000
   175       1.9387      0.00000
   176       1.9404      0.00000
   177       1.9455      0.00000
   178       1.9526      0.00000
   179       1.9534      0.00000
   180       1.9726      0.00000
   181       1.9781      0.00000
   182       1.9957      0.00000
   183       1.9961      0.00000
   184       2.0286      0.00000
   185       2.0350      0.00000
   186       2.0445      0.00000
   187       2.0497      0.00000
   188       2.0505      0.00000
   189       2.0653      0.00000
   190       2.0940      0.00000
   191       2.0949      0.00000
   192       2.0990      0.00000

spin component 2






Output text



<comment class="example.output" id="spin">
        <module cmlx:templateRef="eigenvalues">
            <list id="spin">
                <scalar dataType="xsd:integer" dictRef="cc:spin">1</scalar>
                <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 3 4 5</array>
                <array dataType="xsd:double" dictRef="cc:eigen" size="960">-34.0788 -33.9756 -33.9665 -33.9659 -33.9653 -33.8890 -33.8861 -33.8845 -32.7887 -32.6985 -32.6678 -32.6638 -19.2450 -19.2415 -19.2355 -19.0808 -19.0690 -19.0386 -18.9568 -18.9336 -18.9324 -18.9286 -18.6982 -18.1183 -18.1100 -18.0568 -17.7834 -17.3998 -17.3923 -17.3844 -16.8710 -16.8677 -16.8566 -16.5998 -16.5315 -16.5310 -16.5301 -16.4718 -16.3884 -16.3880 -16.3873 -16.2748 -16.2734 -16.2117 -16.2005 -16.1936 -16.1789 -16.1784 -16.1085 -15.6417 -15.5867 -15.5856 -15.5839 -15.5641 -15.5634 -15.5452 -15.3281 -15.3257 -15.3225 -15.1656 -15.1583 -15.1557 -14.4294 -13.9450 -13.7801 -13.7691 -13.7613 -13.7354 -13.4007 -13.3986 -13.3959 -13.0680 -13.0664 -13.0635 -9.0322 -7.5908 -6.9828 -6.9339 -6.4685 -6.2102 -6.0960 -6.0421 -5.9027 -4.1165 -4.1157 -4.0991 -4.0963 -4.0906 -3.7677 -3.5548 -3.5535 -3.3688 -3.3606 -3.3190 -3.2931 -3.2855 -3.2016 -3.1972 -3.1947 -3.1876 -3.1835 -3.1758 -2.8046 -2.7047 -2.6748 -2.6688 -2.5830 -2.4331 -2.4173 -2.3651 -2.1887 -2.1737 -2.1662 -2.0983 -2.0643 -2.0556 -1.9792 -1.8356 -1.8275 -1.8141 -1.7570 -1.7330 -1.6893 -1.6166 -1.6149 -1.6108 -1.4135 -1.4118 -1.4102 -1.3990 -1.3257 -1.3195 -1.3160 -1.2888 -1.2837 -1.2802 -1.2780 -1.2266 -1.2231 -1.2165 -1.1617 -1.1614 -1.1506 -1.1497 -1.1492 -0.9688 -0.9681 -0.9663 -0.8347 -0.8346 -0.6931 -0.6919 -0.6916 0.2770 0.2902 0.3080 0.3499 1.4275 1.6822 1.6832 1.6835 1.7034 1.8107 1.8117 1.8124 1.8292 1.8481 1.8483 1.8485 1.8773 1.8778 1.8789 1.8960 1.8962 1.9033 1.9037 1.9042 1.9504 1.9507 1.9511 1.9541 1.9548 1.9560 2.0356 2.0359 2.0585 2.0592 2.0598 2.0718 2.0722 2.0726 2.1125 -34.0514 -33.9950 -33.9661 -33.9660 -33.9534 -33.9089 -33.8874 -33.8857 -32.7666 -32.7099 -32.6767 -32.6668 -19.0658 -19.0448 -19.0397 -18.9675 -18.9444 -18.9296 -18.8796 -18.7929 -18.7893 -18.6982 -18.6919 -18.2533 -18.2357 -18.1475 -18.1399 -17.8785 -17.8678 -17.5687 -17.4846 -17.4619 -17.4595 -17.2138 -16.5639 -16.5634 -16.4771 -16.4692 -16.4258 -16.3536 -16.3489 -16.3412 -16.3361 -16.3309 -16.2312 -15.9082 -15.8749 -15.8658 -15.6419 -15.5591 -15.5426 -15.5008 -15.4362 -15.4058 -15.3847 -15.0034 -15.0028 -14.9124 -14.8960 -14.7869 -14.7139 -14.7114 -14.3654 -13.9754 -13.9414 -13.8201 -13.7824 -13.7671 -13.7633 -13.6961 -13.6925 -13.4170 -13.3771 -13.3751 -9.0199 -7.6053 -7.0051 -6.9366 -6.4632 -6.2116 -6.1400 -6.0908 -5.9531 -3.8630 -3.7370 -3.7256 -3.6860 -3.6763 -3.6138 -3.3865 -3.3285 -3.2731 -3.1860 -3.1743 -3.1495 -3.1169 -3.0955 -3.0711 -3.0479 -3.0423 -3.0056 -3.0005 -2.8418 -2.7937 -2.7428 -2.7157 -2.6519 -2.5290 -2.5217 -2.4892 -2.4428 -2.4165 -2.3804 -2.3519 -2.3395 -2.2364 -2.1649 -2.1481 -2.1133 -2.0294 -1.9563 -1.9256 -1.8420 -1.8106 -1.7946 -1.7716 -1.7677 -1.6357 -1.6010 -1.5454 -1.5423 -1.4961 -1.4932 -1.3707 -1.3645 -1.3197 -1.2642 -1.2557 -1.1797 -1.1650 -1.1635 -1.0740 -1.0735 -0.9948 -0.9671 -0.8961 -0.8933 -0.8699 -0.7929 -0.6388 -0.6164 -0.6161 -0.5887 0.2856 0.3005 0.3361 0.3687 1.3210 1.7396 1.7401 1.7519 1.8033 1.8163 1.8166 1.8398 1.8405 1.8605 1.8632 1.8674 1.8860 1.9047 1.9052 1.9193 1.9384 1.9387 1.9404 1.9454 1.9526 1.9532 1.9728 1.9780 1.9957 1.9961 2.0284 2.0349 2.0447 2.0501 2.0502 2.0650 2.0944 2.0949 2.0993 -34.0514 -33.9950 -33.9666 -33.9655 -33.9534 -33.9088 -33.8885 -33.8846 -32.7670 -32.7077 -32.6813 -32.6640 -19.0665 -19.0587 -19.0311 -18.9742 -18.9601 -18.9131 -18.8820 -18.7932 -18.7902 -18.6976 -18.6890 -18.2527 -18.2294 -18.1470 -18.1349 -17.8776 -17.8568 -17.5681 -17.4857 -17.4616 -17.4586 -17.2124 -16.5644 -16.5626 -16.4788 -16.4703 -16.4252 -16.3533 -16.3481 -16.3426 -16.3364 -16.3308 -16.2317 -15.9093 -15.8835 -15.8625 -15.6411 -15.5716 -15.5353 -15.5010 -15.4374 -15.4080 -15.3853 -15.0042 -15.0032 -14.9174 -14.8953 -14.7868 -14.7156 -14.7151 -14.3662 -13.9831 -13.9403 -13.8181 -13.7834 -13.7615 -13.7585 -13.6927 -13.6897 -13.4168 -13.3753 -13.3728 -9.0124 -7.6054 -7.0191 -6.9290 -6.4582 -6.2336 -6.1625 -6.0686 -5.9287 -3.8652 -3.7345 -3.7284 -3.6901 -3.6781 -3.6126 -3.3932 -3.3292 -3.2771 -3.2043 -3.1825 -3.1497 -3.1130 -3.0951 -3.0667 -3.0561 -3.0291 -3.0056 -3.0019 -2.8422 -2.7751 -2.7315 -2.7195 -2.6696 -2.5327 -2.5138 -2.4885 -2.4407 -2.4077 -2.3727 -2.3653 -2.3445 -2.2372 -2.1612 -2.1527 -2.0909 -2.0105 -1.9605 -1.9251 -1.8966 -1.8262 -1.7744 -1.7705 -1.7504 -1.6318 -1.6027 -1.5476 -1.5438 -1.4964 -1.4933 -1.3743 -1.3677 -1.3189 -1.2655 -1.2549 -1.1820 -1.1669 -1.1639 -1.0756 -1.0723 -0.9939 -0.9638 -0.8948 -0.8926 -0.8705 -0.7932 -0.6381 -0.6161 -0.6159 -0.5880 0.2811 0.3049 0.3349 0.3707 1.2932 1.7390 1.7398 1.7520 1.8041 1.8159 1.8166 1.8396 1.8402 1.8604 1.8633 1.8673 1.8859 1.9049 1.9050 1.9194 1.9382 1.9387 1.9402 1.9451 1.9530 1.9542 1.9722 1.9780 1.9959 1.9962 2.0285 2.0352 2.0445 2.0498 2.0501 2.0653 2.0942 2.0946 2.0985 -34.0101 -34.0093 -34.0086 -33.9514 -33.9223 -33.9195 -33.9181 -33.8755 -32.7496 -32.7078 -32.7036 -32.6595 -18.9701 -18.9667 -18.9165 -18.8865 -18.7281 -18.7243 -18.7192 -18.7121 -18.6497 -18.6048 -18.6010 -18.5944 -18.5795 -18.2810 -18.0869 -18.0842 -18.0814 -18.0753 -17.5786 -17.5723 -17.5703 -16.9611 -16.9567 -16.9538 -16.5590 -16.4792 -16.4782 -16.4780 -16.3625 -16.2839 -16.2802 -16.2780 -15.8482 -15.8410 -15.8323 -15.7823 -15.6431 -15.6084 -15.4762 -15.4682 -15.4557 -15.2105 -15.2065 -15.2004 -14.5990 -14.5926 -14.5835 -14.2451 -14.1829 -14.1565 -14.1551 -14.1536 -14.1072 -14.1019 -14.0972 -14.0392 -13.9451 -13.9400 -13.7217 -13.7181 -13.7166 -13.4966 -9.0121 -7.6145 -7.0183 -6.9300 -6.4602 -6.2116 -6.1754 -6.1219 -5.9611 -3.4851 -3.4826 -3.4789 -3.3660 -3.3613 -3.3562 -3.3076 -3.1955 -3.1801 -3.1743 -3.1679 -3.1330 -3.1074 -3.0982 -3.0784 -2.9774 -2.9642 -2.9608 -2.8873 -2.7849 -2.7540 -2.7479 -2.7352 -2.7165 -2.6784 -2.6650 -2.5557 -2.5283 -2.5065 -2.5022 -2.4900 -2.4357 -2.4232 -2.4018 -2.3622 -2.1628 -2.1610 -2.1507 -2.0427 -2.0019 -1.9542 -1.8622 -1.8575 -1.8479 -1.8269 -1.7798 -1.7171 -1.6991 -1.6582 -1.3750 -1.3641 -1.3594 -1.3428 -1.2785 -1.0891 -1.0867 -1.0825 -1.0798 -1.0684 -1.0443 -1.0411 -1.0355 -0.8711 -0.7801 -0.7796 -0.7788 -0.6834 -0.5795 -0.5789 -0.5769 0.2768 0.3362 0.3461 0.3637 1.2860 1.7288 1.7828 1.8204 1.8209 1.8218 1.8325 1.8589 1.8591 1.8593 1.8946 1.9126 1.9132 1.9141 1.9175 1.9187 1.9190 1.9388 1.9457 1.9588 1.9592 1.9595 1.9810 1.9818 1.9823 2.0517 2.0519 2.0524 2.0607 2.0619 2.0897 2.1038 2.1045 2.1051 2.1312 -34.0514 -33.9950 -33.9663 -33.9658 -33.9534 -33.9090 -33.8870 -33.8860 -32.7666 -32.7099 -32.6768 -32.6668 -19.0642 -19.0563 -19.0309 -18.9716 -18.9569 -18.9097 -18.8864 -18.7931 -18.7893 -18.6988 -18.6902 -18.2498 -18.2361 -18.1490 -18.1374 -17.8738 -17.8694 -17.5685 -17.4850 -17.4609 -17.4598 -17.2132 -16.5641 -16.5631 -16.4779 -16.4694 -16.4258 -16.3517 -16.3505 -16.3415 -16.3363 -16.3304 -16.2313 -15.9089 -15.8752 -15.8669 -15.6420 -15.5585 -15.5454 -15.5010 -15.4365 -15.4070 -15.3835 -15.0039 -15.0027 -14.9126 -14.8986 -14.7869 -14.7152 -14.7118 -14.3656 -13.9767 -13.9419 -13.8194 -13.7826 -13.7658 -13.7594 -13.6941 -13.6925 -13.4168 -13.3760 -13.3745 -9.0242 -7.6098 -6.9943 -6.9276 -6.4681 -6.2174 -6.1329 -6.0987 -5.9578 -3.8640 -3.7343 -3.7266 -3.6898 -3.6778 -3.6118 -3.3891 -3.3302 -3.2767 -3.1881 -3.1707 -3.1485 -3.1121 -3.1011 -3.0753 -3.0531 -3.0391 -3.0039 -3.0000 -2.8444 -2.7858 -2.7351 -2.7183 -2.6378 -2.5320 -2.5096 -2.4893 -2.4474 -2.4180 -2.3787 -2.3577 -2.3347 -2.2362 -2.1707 -2.1422 -2.1007 -2.0027 -1.9698 -1.9253 -1.8965 -1.8188 -1.7767 -1.7719 -1.7526 -1.6326 -1.6102 -1.5463 -1.5415 -1.4985 -1.4898 -1.3722 -1.3684 -1.3190 -1.2657 -1.2545 -1.1815 -1.1654 -1.1637 -1.0741 -1.0732 -0.9944 -0.9660 -0.8958 -0.8926 -0.8700 -0.7929 -0.6385 -0.6164 -0.6159 -0.5884 0.2908 0.2964 0.3356 0.3683 1.3804 1.7395 1.7400 1.7519 1.8034 1.8162 1.8167 1.8397 1.8403 1.8605 1.8632 1.8674 1.8860 1.9047 1.9052 1.9193 1.9384 1.9387 1.9404 1.9455 1.9526 1.9534 1.9726 1.9781 1.9957 1.9961 2.0286 2.0350 2.0445 2.0497 2.0505 2.0653 2.0940 2.0949 2.0990</array>
                <array dataType="xsd:double" dictRef="cc:occup" size="960">1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99993 0.99972 0.99840 0.96110 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99983 0.99921 0.98437 0.89075 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99990 0.99880 0.98560 0.88012 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99994 0.98426 0.96918 0.91505 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99970 0.99947 0.98491 0.89275 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000</array>
            </list>
        </module>
    </comment>






Template definition



<record>\s*spin\scomponent{I,cc:spin}</record>
<templateList>  <template id="kpoint" pattern="\s*k-point.*" endPattern="\s*" repeat="*">    <record>\s*k-point{I,cc:serial}:.*</record>    <record repeat="1" />    <record repeat="*" makeArray="true">\s+\d+\s+{F,cc:eigen}{F,cc:occup}</record>
        </template>
    </templateList>
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:eigen']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:occup']" />
<transform process="addChild" xpath="." elementName="cml:list" id="spin" />
<transform process="move" xpath=".//cml:scalar" to="./cml:list[@id='spin']" />
<transform process="move" xpath=".//cml:array" to="./cml:list[@id='spin']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module" />
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	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	nospin



	name

	Eigenvalue no spin defined section



	pattern

	\s*k-point.*



	endPattern

	~



	repeat

	*



	xml:base

	eigenvalues/nospin.xml







Input



k-point   1 :       0.0000    0.0000    0.0000
 band No.  band energies     occupation
     1     -34.0788      1.00000
     2     -33.9756      1.00000
     3     -33.9665      1.00000
     4     -33.9659      1.00000
     5     -33.9653      1.00000
     6     -33.8890      1.00000
     7     -33.8861      1.00000
     8     -33.8845      1.00000
     9     -32.7887      1.00000
    10     -32.6985      1.00000
    11     -32.6678      1.00000
    12     -32.6638      1.00000
    13     -19.2450      1.00000
    14     -19.2415      1.00000
    15     -19.2355      1.00000
    16     -19.0808      1.00000
    17     -19.0690      1.00000
    18     -19.0386      1.00000
    19     -18.9568      1.00000
    20     -18.9336      1.00000
    21     -18.9324      1.00000
    22     -18.9286      1.00000
    23     -18.6982      1.00000
    24     -18.1183      1.00000
    25     -18.1100      1.00000
    26     -18.0568      1.00000
    27     -17.7834      1.00000
    28     -17.3998      1.00000
    29     -17.3923      1.00000
    30     -17.3844      1.00000
    31     -16.8710      1.00000
    32     -16.8677      1.00000
    33     -16.8566      1.00000
    34     -16.5998      1.00000
    35     -16.5315      1.00000
    36     -16.5310      1.00000
    37     -16.5301      1.00000
    38     -16.4718      1.00000
    39     -16.3884      1.00000
    40     -16.3880      1.00000
    41     -16.3873      1.00000
    42     -16.2748      1.00000
    43     -16.2734      1.00000
    44     -16.2117      1.00000
    45     -16.2005      1.00000
    46     -16.1936      1.00000
    47     -16.1789      1.00000
    48     -16.1784      1.00000
    49     -16.1085      1.00000
    50     -15.6417      1.00000
    51     -15.5867      1.00000
    52     -15.5856      1.00000
    53     -15.5839      1.00000
    54     -15.5641      1.00000
    55     -15.5634      1.00000
    56     -15.5452      1.00000
    57     -15.3281      1.00000
    58     -15.3257      1.00000
    59     -15.3225      1.00000
    60     -15.1656      1.00000
    61     -15.1583      1.00000
    62     -15.1557      1.00000
    63     -14.4294      1.00000
    64     -13.9450      1.00000
    65     -13.7801      1.00000
    66     -13.7691      1.00000
    67     -13.7613      1.00000
    68     -13.7354      1.00000
    69     -13.4007      1.00000
    70     -13.3986      1.00000
    71     -13.3959      1.00000
    72     -13.0680      1.00000
    73     -13.0664      1.00000
    74     -13.0635      1.00000
    75      -9.0322      1.00000
    76      -7.5908      1.00000
    77      -6.9828      1.00000
    78      -6.9339      1.00000
    79      -6.4685      1.00000
    80      -6.2102      1.00000
    81      -6.0960      1.00000
    82      -6.0421      1.00000
    83      -5.9027      1.00000
    84      -4.1165      1.00000
    85      -4.1157      1.00000
    86      -4.0991      1.00000
    87      -4.0963      1.00000
    88      -4.0906      1.00000
    89      -3.7677      1.00000
    90      -3.5548      1.00000
    91      -3.5535      1.00000
    92      -3.3688      1.00000
    93      -3.3606      1.00000
    94      -3.3190      1.00000
    95      -3.2931      1.00000
    96      -3.2855      1.00000
    97      -3.2016      1.00000
    98      -3.1972      1.00000
    99      -3.1947      1.00000
   100      -3.1876      1.00000
   101      -3.1835      1.00000
   102      -3.1758      1.00000
   103      -2.8046      1.00000
   104      -2.7047      1.00000
   105      -2.6748      1.00000
   106      -2.6688      1.00000
   107      -2.5830      1.00000
   108      -2.4331      1.00000
   109      -2.4173      1.00000
   110      -2.3651      1.00000
   111      -2.1887      1.00000
   112      -2.1737      1.00000
   113      -2.1662      1.00000
   114      -2.0983      1.00000
   115      -2.0643      1.00000
   116      -2.0556      1.00000
   117      -1.9792      1.00000
   118      -1.8356      1.00000
   119      -1.8275      1.00000
   120      -1.8141      1.00000
   121      -1.7570      1.00000
   122      -1.7330      1.00000
   123      -1.6893      1.00000
   124      -1.6166      1.00000
   125      -1.6149      1.00000
   126      -1.6108      1.00000
   127      -1.4135      1.00000
   128      -1.4118      1.00000
   129      -1.4102      1.00000
   130      -1.3990      1.00000
   131      -1.3257      1.00000
   132      -1.3195      1.00000
   133      -1.3160      1.00000
   134      -1.2888      1.00000
   135      -1.2837      1.00000
   136      -1.2802      1.00000
   137      -1.2780      1.00000
   138      -1.2266      1.00000
   139      -1.2231      1.00000
   140      -1.2165      1.00000
   141      -1.1617      1.00000
   142      -1.1614      1.00000
   143      -1.1506      1.00000
   144      -1.1497      1.00000
   145      -1.1492      1.00000
   146      -0.9688      1.00000
   147      -0.9681      1.00000
   148      -0.9663      1.00000
   149      -0.8347      1.00000
   150      -0.8346      1.00000
   151      -0.6931      1.00000
   152      -0.6919      1.00000
   153      -0.6916      1.00000
   154       0.2770      0.99993
   155       0.2902      0.99972
   156       0.3080      0.99840
   157       0.3499      0.96110
   158       1.4275      0.00000
   159       1.6822      0.00000
   160       1.6832      0.00000
   161       1.6835      0.00000
   162       1.7034      0.00000
   163       1.8107      0.00000
   164       1.8117      0.00000
   165       1.8124      0.00000
   166       1.8292      0.00000
   167       1.8481      0.00000
   168       1.8483      0.00000
   169       1.8485      0.00000
   170       1.8773      0.00000
   171       1.8778      0.00000
   172       1.8789      0.00000
   173       1.8960      0.00000
   174       1.8962      0.00000
   175       1.9033      0.00000
   176       1.9037      0.00000
   177       1.9042      0.00000
   178       1.9504      0.00000
   179       1.9507      0.00000
   180       1.9511      0.00000
   181       1.9541      0.00000
   182       1.9548      0.00000
   183       1.9560      0.00000
   184       2.0356      0.00000
   185       2.0359      0.00000
   186       2.0585      0.00000
   187       2.0592      0.00000
   188       2.0598      0.00000
   189       2.0718      0.00000
   190       2.0722      0.00000
   191       2.0726      0.00000
   192       2.1125      0.00000

k-point   2 :       0.3333    0.0000    0.0000
 band No.  band energies     occupation
     1     -34.0514      1.00000
     2     -33.9950      1.00000
     3     -33.9661      1.00000
     4     -33.9660      1.00000
     5     -33.9534      1.00000
     6     -33.9089      1.00000
     7     -33.8874      1.00000
     8     -33.8857      1.00000
     9     -32.7666      1.00000
    10     -32.7099      1.00000
    11     -32.6767      1.00000
    12     -32.6668      1.00000
    13     -19.0658      1.00000
    14     -19.0448      1.00000
    15     -19.0397      1.00000
    16     -18.9675      1.00000
    17     -18.9444      1.00000
    18     -18.9296      1.00000
    19     -18.8796      1.00000
    20     -18.7929      1.00000
    21     -18.7893      1.00000
    22     -18.6982      1.00000
    23     -18.6919      1.00000
    24     -18.2533      1.00000
    25     -18.2357      1.00000
    26     -18.1475      1.00000
    27     -18.1399      1.00000
    28     -17.8785      1.00000
    29     -17.8678      1.00000
    30     -17.5687      1.00000
    31     -17.4846      1.00000
    32     -17.4619      1.00000
    33     -17.4595      1.00000
    34     -17.2138      1.00000
    35     -16.5639      1.00000
    36     -16.5634      1.00000
    37     -16.4771      1.00000
    38     -16.4692      1.00000
    39     -16.4258      1.00000
    40     -16.3536      1.00000
    41     -16.3489      1.00000
    42     -16.3412      1.00000
    43     -16.3361      1.00000
    44     -16.3309      1.00000
    45     -16.2312      1.00000
    46     -15.9082      1.00000
    47     -15.8749      1.00000
    48     -15.8658      1.00000
    49     -15.6419      1.00000
    50     -15.5591      1.00000
    51     -15.5426      1.00000
    52     -15.5008      1.00000
    53     -15.4362      1.00000
    54     -15.4058      1.00000
    55     -15.3847      1.00000
    56     -15.0034      1.00000
    57     -15.0028      1.00000
    58     -14.9124      1.00000
    59     -14.8960      1.00000
    60     -14.7869      1.00000
    61     -14.7139      1.00000
    62     -14.7114      1.00000
    63     -14.3654      1.00000
    64     -13.9754      1.00000
    65     -13.9414      1.00000
    66     -13.8201      1.00000
    67     -13.7824      1.00000
    68     -13.7671      1.00000
    69     -13.7633      1.00000
    70     -13.6961      1.00000
    71     -13.6925      1.00000
    72     -13.4170      1.00000
    73     -13.3771      1.00000
    74     -13.3751      1.00000
    75      -9.0199      1.00000
    76      -7.6053      1.00000
    77      -7.0051      1.00000
    78      -6.9366      1.00000
    79      -6.4632      1.00000
    80      -6.2116      1.00000
    81      -6.1400      1.00000
    82      -6.0908      1.00000
    83      -5.9531      1.00000
    84      -3.8630      1.00000
    85      -3.7370      1.00000
    86      -3.7256      1.00000
    87      -3.6860      1.00000
    88      -3.6763      1.00000
    89      -3.6138      1.00000
    90      -3.3865      1.00000
    91      -3.3285      1.00000
    92      -3.2731      1.00000
    93      -3.1860      1.00000
    94      -3.1743      1.00000
    95      -3.1495      1.00000
    96      -3.1169      1.00000
    97      -3.0955      1.00000
    98      -3.0711      1.00000
    99      -3.0479      1.00000
   100      -3.0423      1.00000
   101      -3.0056      1.00000
   102      -3.0005      1.00000
   103      -2.8418      1.00000
   104      -2.7937      1.00000
   105      -2.7428      1.00000
   106      -2.7157      1.00000
   107      -2.6519      1.00000
   108      -2.5290      1.00000
   109      -2.5217      1.00000
   110      -2.4892      1.00000
   111      -2.4428      1.00000
   112      -2.4165      1.00000
   113      -2.3804      1.00000
   114      -2.3519      1.00000
   115      -2.3395      1.00000
   116      -2.2364      1.00000
   117      -2.1649      1.00000
   118      -2.1481      1.00000
   119      -2.1133      1.00000
   120      -2.0294      1.00000
   121      -1.9563      1.00000
   122      -1.9256      1.00000
   123      -1.8420      1.00000
   124      -1.8106      1.00000
   125      -1.7946      1.00000
   126      -1.7716      1.00000
   127      -1.7677      1.00000
   128      -1.6357      1.00000
   129      -1.6010      1.00000
   130      -1.5454      1.00000
   131      -1.5423      1.00000
   132      -1.4961      1.00000
   133      -1.4932      1.00000
   134      -1.3707      1.00000
   135      -1.3645      1.00000
   136      -1.3197      1.00000
   137      -1.2642      1.00000
   138      -1.2557      1.00000
   139      -1.1797      1.00000
   140      -1.1650      1.00000
   141      -1.1635      1.00000
   142      -1.0740      1.00000
   143      -1.0735      1.00000
   144      -0.9948      1.00000
   145      -0.9671      1.00000
   146      -0.8961      1.00000
   147      -0.8933      1.00000
   148      -0.8699      1.00000
   149      -0.7929      1.00000
   150      -0.6388      1.00000
   151      -0.6164      1.00000
   152      -0.6161      1.00000
   153      -0.5887      1.00000
   154       0.2856      0.99983
   155       0.3005      0.99921
   156       0.3361      0.98437
   157       0.3687      0.89075
   158       1.3210      0.00000
   159       1.7396      0.00000
   160       1.7401      0.00000
   161       1.7519      0.00000
   162       1.8033      0.00000
   163       1.8163      0.00000
   164       1.8166      0.00000
   165       1.8398      0.00000
   166       1.8405      0.00000
   167       1.8605      0.00000
   168       1.8632      0.00000
   169       1.8674      0.00000
   170       1.8860      0.00000
   171       1.9047      0.00000
   172       1.9052      0.00000
   173       1.9193      0.00000
   174       1.9384      0.00000
   175       1.9387      0.00000
   176       1.9404      0.00000
   177       1.9454      0.00000
   178       1.9526      0.00000
   179       1.9532      0.00000
   180       1.9728      0.00000
   181       1.9780      0.00000
   182       1.9957      0.00000
   183       1.9961      0.00000
   184       2.0284      0.00000
   185       2.0349      0.00000
   186       2.0447      0.00000
   187       2.0501      0.00000
   188       2.0502      0.00000
   189       2.0650      0.00000
   190       2.0944      0.00000
   191       2.0949      0.00000
   192       2.0993      0.00000

k-point   3 :       0.0000    0.3333    0.0000
 band No.  band energies     occupation
     1     -34.0514      1.00000
     2     -33.9950      1.00000
     3     -33.9666      1.00000
     4     -33.9655      1.00000
     5     -33.9534      1.00000
     6     -33.9088      1.00000
     7     -33.8885      1.00000
     8     -33.8846      1.00000
     9     -32.7670      1.00000
    10     -32.7077      1.00000
    11     -32.6813      1.00000
    12     -32.6640      1.00000
    13     -19.0665      1.00000
    14     -19.0587      1.00000
    15     -19.0311      1.00000
    16     -18.9742      1.00000
    17     -18.9601      1.00000
    18     -18.9131      1.00000
    19     -18.8820      1.00000
    20     -18.7932      1.00000
    21     -18.7902      1.00000
    22     -18.6976      1.00000
    23     -18.6890      1.00000
    24     -18.2527      1.00000
    25     -18.2294      1.00000
    26     -18.1470      1.00000
    27     -18.1349      1.00000
    28     -17.8776      1.00000
    29     -17.8568      1.00000
    30     -17.5681      1.00000
    31     -17.4857      1.00000
    32     -17.4616      1.00000
    33     -17.4586      1.00000
    34     -17.2124      1.00000
    35     -16.5644      1.00000
    36     -16.5626      1.00000
    37     -16.4788      1.00000
    38     -16.4703      1.00000
    39     -16.4252      1.00000
    40     -16.3533      1.00000
    41     -16.3481      1.00000
    42     -16.3426      1.00000
    43     -16.3364      1.00000
    44     -16.3308      1.00000
    45     -16.2317      1.00000
    46     -15.9093      1.00000
    47     -15.8835      1.00000
    48     -15.8625      1.00000
    49     -15.6411      1.00000
    50     -15.5716      1.00000
    51     -15.5353      1.00000
    52     -15.5010      1.00000
    53     -15.4374      1.00000
    54     -15.4080      1.00000
    55     -15.3853      1.00000
    56     -15.0042      1.00000
    57     -15.0032      1.00000
    58     -14.9174      1.00000
    59     -14.8953      1.00000
    60     -14.7868      1.00000
    61     -14.7156      1.00000
    62     -14.7151      1.00000
    63     -14.3662      1.00000
    64     -13.9831      1.00000
    65     -13.9403      1.00000
    66     -13.8181      1.00000
    67     -13.7834      1.00000
    68     -13.7615      1.00000
    69     -13.7585      1.00000
    70     -13.6927      1.00000
    71     -13.6897      1.00000
    72     -13.4168      1.00000
    73     -13.3753      1.00000
    74     -13.3728      1.00000
    75      -9.0124      1.00000
    76      -7.6054      1.00000
    77      -7.0191      1.00000
    78      -6.9290      1.00000
    79      -6.4582      1.00000
    80      -6.2336      1.00000
    81      -6.1625      1.00000
    82      -6.0686      1.00000
    83      -5.9287      1.00000
    84      -3.8652      1.00000
    85      -3.7345      1.00000
    86      -3.7284      1.00000
    87      -3.6901      1.00000
    88      -3.6781      1.00000
    89      -3.6126      1.00000
    90      -3.3932      1.00000
    91      -3.3292      1.00000
    92      -3.2771      1.00000
    93      -3.2043      1.00000
    94      -3.1825      1.00000
    95      -3.1497      1.00000
    96      -3.1130      1.00000
    97      -3.0951      1.00000
    98      -3.0667      1.00000
    99      -3.0561      1.00000
   100      -3.0291      1.00000
   101      -3.0056      1.00000
   102      -3.0019      1.00000
   103      -2.8422      1.00000
   104      -2.7751      1.00000
   105      -2.7315      1.00000
   106      -2.7195      1.00000
   107      -2.6696      1.00000
   108      -2.5327      1.00000
   109      -2.5138      1.00000
   110      -2.4885      1.00000
   111      -2.4407      1.00000
   112      -2.4077      1.00000
   113      -2.3727      1.00000
   114      -2.3653      1.00000
   115      -2.3445      1.00000
   116      -2.2372      1.00000
   117      -2.1612      1.00000
   118      -2.1527      1.00000
   119      -2.0909      1.00000
   120      -2.0105      1.00000
   121      -1.9605      1.00000
   122      -1.9251      1.00000
   123      -1.8966      1.00000
   124      -1.8262      1.00000
   125      -1.7744      1.00000
   126      -1.7705      1.00000
   127      -1.7504      1.00000
   128      -1.6318      1.00000
   129      -1.6027      1.00000
   130      -1.5476      1.00000
   131      -1.5438      1.00000
   132      -1.4964      1.00000
   133      -1.4933      1.00000
   134      -1.3743      1.00000
   135      -1.3677      1.00000
   136      -1.3189      1.00000
   137      -1.2655      1.00000
   138      -1.2549      1.00000
   139      -1.1820      1.00000
   140      -1.1669      1.00000
   141      -1.1639      1.00000
   142      -1.0756      1.00000
   143      -1.0723      1.00000
   144      -0.9939      1.00000
   145      -0.9638      1.00000
   146      -0.8948      1.00000
   147      -0.8926      1.00000
   148      -0.8705      1.00000
   149      -0.7932      1.00000
   150      -0.6381      1.00000
   151      -0.6161      1.00000
   152      -0.6159      1.00000
   153      -0.5880      1.00000
   154       0.2811      0.99990
   155       0.3049      0.99880
   156       0.3349      0.98560
   157       0.3707      0.88012
   158       1.2932      0.00000
   159       1.7390      0.00000
   160       1.7398      0.00000
   161       1.7520      0.00000
   162       1.8041      0.00000
   163       1.8159      0.00000
   164       1.8166      0.00000
   165       1.8396      0.00000
   166       1.8402      0.00000
   167       1.8604      0.00000
   168       1.8633      0.00000
   169       1.8673      0.00000
   170       1.8859      0.00000
   171       1.9049      0.00000
   172       1.9050      0.00000
   173       1.9194      0.00000
   174       1.9382      0.00000
   175       1.9387      0.00000
   176       1.9402      0.00000
   177       1.9451      0.00000
   178       1.9530      0.00000
   179       1.9542      0.00000
   180       1.9722      0.00000
   181       1.9780      0.00000
   182       1.9959      0.00000
   183       1.9962      0.00000
   184       2.0285      0.00000
   185       2.0352      0.00000
   186       2.0445      0.00000
   187       2.0498      0.00000
   188       2.0501      0.00000
   189       2.0653      0.00000
   190       2.0942      0.00000
   191       2.0946      0.00000
   192       2.0985      0.00000

k-point   4 :       0.3333    0.3333    0.0000
 band No.  band energies     occupation
     1     -34.0101      1.00000
     2     -34.0093      1.00000
     3     -34.0086      1.00000
     4     -33.9514      1.00000
     5     -33.9223      1.00000
     6     -33.9195      1.00000
     7     -33.9181      1.00000
     8     -33.8755      1.00000
     9     -32.7496      1.00000
    10     -32.7078      1.00000
    11     -32.7036      1.00000
    12     -32.6595      1.00000
    13     -18.9701      1.00000
    14     -18.9667      1.00000
    15     -18.9165      1.00000
    16     -18.8865      1.00000
    17     -18.7281      1.00000
    18     -18.7243      1.00000
    19     -18.7192      1.00000
    20     -18.7121      1.00000
    21     -18.6497      1.00000
    22     -18.6048      1.00000
    23     -18.6010      1.00000
    24     -18.5944      1.00000
    25     -18.5795      1.00000
    26     -18.2810      1.00000
    27     -18.0869      1.00000
    28     -18.0842      1.00000
    29     -18.0814      1.00000
    30     -18.0753      1.00000
    31     -17.5786      1.00000
    32     -17.5723      1.00000
    33     -17.5703      1.00000
    34     -16.9611      1.00000
    35     -16.9567      1.00000
    36     -16.9538      1.00000
    37     -16.5590      1.00000
    38     -16.4792      1.00000
    39     -16.4782      1.00000
    40     -16.4780      1.00000
    41     -16.3625      1.00000
    42     -16.2839      1.00000
    43     -16.2802      1.00000
    44     -16.2780      1.00000
    45     -15.8482      1.00000
    46     -15.8410      1.00000
    47     -15.8323      1.00000
    48     -15.7823      1.00000
    49     -15.6431      1.00000
    50     -15.6084      1.00000
    51     -15.4762      1.00000
    52     -15.4682      1.00000
    53     -15.4557      1.00000
    54     -15.2105      1.00000
    55     -15.2065      1.00000
    56     -15.2004      1.00000
    57     -14.5990      1.00000
    58     -14.5926      1.00000
    59     -14.5835      1.00000
    60     -14.2451      1.00000
    61     -14.1829      1.00000
    62     -14.1565      1.00000
    63     -14.1551      1.00000
    64     -14.1536      1.00000
    65     -14.1072      1.00000
    66     -14.1019      1.00000
    67     -14.0972      1.00000
    68     -14.0392      1.00000
    69     -13.9451      1.00000
    70     -13.9400      1.00000
    71     -13.7217      1.00000
    72     -13.7181      1.00000
    73     -13.7166      1.00000
    74     -13.4966      1.00000
    75      -9.0121      1.00000
    76      -7.6145      1.00000
    77      -7.0183      1.00000
    78      -6.9300      1.00000
    79      -6.4602      1.00000
    80      -6.2116      1.00000
    81      -6.1754      1.00000
    82      -6.1219      1.00000
    83      -5.9611      1.00000
    84      -3.4851      1.00000
    85      -3.4826      1.00000
    86      -3.4789      1.00000
    87      -3.3660      1.00000
    88      -3.3613      1.00000
    89      -3.3562      1.00000
    90      -3.3076      1.00000
    91      -3.1955      1.00000
    92      -3.1801      1.00000
    93      -3.1743      1.00000
    94      -3.1679      1.00000
    95      -3.1330      1.00000
    96      -3.1074      1.00000
    97      -3.0982      1.00000
    98      -3.0784      1.00000
    99      -2.9774      1.00000
   100      -2.9642      1.00000
   101      -2.9608      1.00000
   102      -2.8873      1.00000
   103      -2.7849      1.00000
   104      -2.7540      1.00000
   105      -2.7479      1.00000
   106      -2.7352      1.00000
   107      -2.7165      1.00000
   108      -2.6784      1.00000
   109      -2.6650      1.00000
   110      -2.5557      1.00000
   111      -2.5283      1.00000
   112      -2.5065      1.00000
   113      -2.5022      1.00000
   114      -2.4900      1.00000
   115      -2.4357      1.00000
   116      -2.4232      1.00000
   117      -2.4018      1.00000
   118      -2.3622      1.00000
   119      -2.1628      1.00000
   120      -2.1610      1.00000
   121      -2.1507      1.00000
   122      -2.0427      1.00000
   123      -2.0019      1.00000
   124      -1.9542      1.00000
   125      -1.8622      1.00000
   126      -1.8575      1.00000
   127      -1.8479      1.00000
   128      -1.8269      1.00000
   129      -1.7798      1.00000
   130      -1.7171      1.00000
   131      -1.6991      1.00000
   132      -1.6582      1.00000
   133      -1.3750      1.00000
   134      -1.3641      1.00000
   135      -1.3594      1.00000
   136      -1.3428      1.00000
   137      -1.2785      1.00000
   138      -1.0891      1.00000
   139      -1.0867      1.00000
   140      -1.0825      1.00000
   141      -1.0798      1.00000
   142      -1.0684      1.00000
   143      -1.0443      1.00000
   144      -1.0411      1.00000
   145      -1.0355      1.00000
   146      -0.8711      1.00000
   147      -0.7801      1.00000
   148      -0.7796      1.00000
   149      -0.7788      1.00000
   150      -0.6834      1.00000
   151      -0.5795      1.00000
   152      -0.5789      1.00000
   153      -0.5769      1.00000
   154       0.2768      0.99994
   155       0.3362      0.98426
   156       0.3461      0.96918
   157       0.3637      0.91505
   158       1.2860      0.00000
   159       1.7288      0.00000
   160       1.7828      0.00000
   161       1.8204      0.00000
   162       1.8209      0.00000
   163       1.8218      0.00000
   164       1.8325      0.00000
   165       1.8589      0.00000
   166       1.8591      0.00000
   167       1.8593      0.00000
   168       1.8946      0.00000
   169       1.9126      0.00000
   170       1.9132      0.00000
   171       1.9141      0.00000
   172       1.9175      0.00000
   173       1.9187      0.00000
   174       1.9190      0.00000
   175       1.9388      0.00000
   176       1.9457      0.00000
   177       1.9588      0.00000
   178       1.9592      0.00000
   179       1.9595      0.00000
   180       1.9810      0.00000
   181       1.9818      0.00000
   182       1.9823      0.00000
   183       2.0517      0.00000
   184       2.0519      0.00000
   185       2.0524      0.00000
   186       2.0607      0.00000
   187       2.0619      0.00000
   188       2.0897      0.00000
   189       2.1038      0.00000
   190       2.1045      0.00000
   191       2.1051      0.00000
   192       2.1312      0.00000

k-point   5 :      -0.3333    0.3333    0.0000
 band No.  band energies     occupation
     1     -34.0514      1.00000
     2     -33.9950      1.00000
     3     -33.9663      1.00000
     4     -33.9658      1.00000
     5     -33.9534      1.00000
     6     -33.9090      1.00000
     7     -33.8870      1.00000
     8     -33.8860      1.00000
     9     -32.7666      1.00000
    10     -32.7099      1.00000
    11     -32.6768      1.00000
    12     -32.6668      1.00000
    13     -19.0642      1.00000
    14     -19.0563      1.00000
    15     -19.0309      1.00000
    16     -18.9716      1.00000
    17     -18.9569      1.00000
    18     -18.9097      1.00000
    19     -18.8864      1.00000
    20     -18.7931      1.00000
    21     -18.7893      1.00000
    22     -18.6988      1.00000
    23     -18.6902      1.00000
    24     -18.2498      1.00000
    25     -18.2361      1.00000
    26     -18.1490      1.00000
    27     -18.1374      1.00000
    28     -17.8738      1.00000
    29     -17.8694      1.00000
    30     -17.5685      1.00000
    31     -17.4850      1.00000
    32     -17.4609      1.00000
    33     -17.4598      1.00000
    34     -17.2132      1.00000
    35     -16.5641      1.00000
    36     -16.5631      1.00000
    37     -16.4779      1.00000
    38     -16.4694      1.00000
    39     -16.4258      1.00000
    40     -16.3517      1.00000
    41     -16.3505      1.00000
    42     -16.3415      1.00000
    43     -16.3363      1.00000
    44     -16.3304      1.00000
    45     -16.2313      1.00000
    46     -15.9089      1.00000
    47     -15.8752      1.00000
    48     -15.8669      1.00000
    49     -15.6420      1.00000
    50     -15.5585      1.00000
    51     -15.5454      1.00000
    52     -15.5010      1.00000
    53     -15.4365      1.00000
    54     -15.4070      1.00000
    55     -15.3835      1.00000
    56     -15.0039      1.00000
    57     -15.0027      1.00000
    58     -14.9126      1.00000
    59     -14.8986      1.00000
    60     -14.7869      1.00000
    61     -14.7152      1.00000
    62     -14.7118      1.00000
    63     -14.3656      1.00000
    64     -13.9767      1.00000
    65     -13.9419      1.00000
    66     -13.8194      1.00000
    67     -13.7826      1.00000
    68     -13.7658      1.00000
    69     -13.7594      1.00000
    70     -13.6941      1.00000
    71     -13.6925      1.00000
    72     -13.4168      1.00000
    73     -13.3760      1.00000
    74     -13.3745      1.00000
    75      -9.0242      1.00000
    76      -7.6098      1.00000
    77      -6.9943      1.00000
    78      -6.9276      1.00000
    79      -6.4681      1.00000
    80      -6.2174      1.00000
    81      -6.1329      1.00000
    82      -6.0987      1.00000
    83      -5.9578      1.00000
    84      -3.8640      1.00000
    85      -3.7343      1.00000
    86      -3.7266      1.00000
    87      -3.6898      1.00000
    88      -3.6778      1.00000
    89      -3.6118      1.00000
    90      -3.3891      1.00000
    91      -3.3302      1.00000
    92      -3.2767      1.00000
    93      -3.1881      1.00000
    94      -3.1707      1.00000
    95      -3.1485      1.00000
    96      -3.1121      1.00000
    97      -3.1011      1.00000
    98      -3.0753      1.00000
    99      -3.0531      1.00000
   100      -3.0391      1.00000
   101      -3.0039      1.00000
   102      -3.0000      1.00000
   103      -2.8444      1.00000
   104      -2.7858      1.00000
   105      -2.7351      1.00000
   106      -2.7183      1.00000
   107      -2.6378      1.00000
   108      -2.5320      1.00000
   109      -2.5096      1.00000
   110      -2.4893      1.00000
   111      -2.4474      1.00000
   112      -2.4180      1.00000
   113      -2.3787      1.00000
   114      -2.3577      1.00000
   115      -2.3347      1.00000
   116      -2.2362      1.00000
   117      -2.1707      1.00000
   118      -2.1422      1.00000
   119      -2.1007      1.00000
   120      -2.0027      1.00000
   121      -1.9698      1.00000
   122      -1.9253      1.00000
   123      -1.8965      1.00000
   124      -1.8188      1.00000
   125      -1.7767      1.00000
   126      -1.7719      1.00000
   127      -1.7526      1.00000
   128      -1.6326      1.00000
   129      -1.6102      1.00000
   130      -1.5463      1.00000
   131      -1.5415      1.00000
   132      -1.4985      1.00000
   133      -1.4898      1.00000
   134      -1.3722      1.00000
   135      -1.3684      1.00000
   136      -1.3190      1.00000
   137      -1.2657      1.00000
   138      -1.2545      1.00000
   139      -1.1815      1.00000
   140      -1.1654      1.00000
   141      -1.1637      1.00000
   142      -1.0741      1.00000
   143      -1.0732      1.00000
   144      -0.9944      1.00000
   145      -0.9660      1.00000
   146      -0.8958      1.00000
   147      -0.8926      1.00000
   148      -0.8700      1.00000
   149      -0.7929      1.00000
   150      -0.6385      1.00000
   151      -0.6164      1.00000
   152      -0.6159      1.00000
   153      -0.5884      1.00000
   154       0.2908      0.99970
   155       0.2964      0.99947
   156       0.3356      0.98491
   157       0.3683      0.89275
   158       1.3804      0.00000
   159       1.7395      0.00000
   160       1.7400      0.00000
   161       1.7519      0.00000
   162       1.8034      0.00000
   163       1.8162      0.00000
   164       1.8167      0.00000
   165       1.8397      0.00000
   166       1.8403      0.00000
   167       1.8605      0.00000
   168       1.8632      0.00000
   169       1.8674      0.00000
   170       1.8860      0.00000
   171       1.9047      0.00000
   172       1.9052      0.00000
   173       1.9193      0.00000
   174       1.9384      0.00000
   175       1.9387      0.00000
   176       1.9404      0.00000
   177       1.9455      0.00000
   178       1.9526      0.00000
   179       1.9534      0.00000
   180       1.9726      0.00000
   181       1.9781      0.00000
   182       1.9957      0.00000
   183       1.9961      0.00000
   184       2.0286      0.00000
   185       2.0350      0.00000
   186       2.0445      0.00000
   187       2.0497      0.00000
   188       2.0505      0.00000
   189       2.0653      0.00000
   190       2.0940      0.00000
   191       2.0949      0.00000
   192       2.0990      0.00000






Output text



<comment class="example.output" id="nospin">
        <module cmlx:templateRef="eigenvalues">
            <list id="spin">
                <scalar dataType="xsd:integer" dictRef="cc:spin">1</scalar>
                <array dataType="xsd:integer" dictRef="cc:serial" size="5">1 2 3 4 5</array>
                <array dataType="xsd:double" dictRef="cc:eigen" size="960">-34.0788 -33.9756 -33.9665 -33.9659 -33.9653 -33.8890 -33.8861 -33.8845 -32.7887 -32.6985 -32.6678 -32.6638 -19.2450 -19.2415 -19.2355 -19.0808 -19.0690 -19.0386 -18.9568 -18.9336 -18.9324 -18.9286 -18.6982 -18.1183 -18.1100 -18.0568 -17.7834 -17.3998 -17.3923 -17.3844 -16.8710 -16.8677 -16.8566 -16.5998 -16.5315 -16.5310 -16.5301 -16.4718 -16.3884 -16.3880 -16.3873 -16.2748 -16.2734 -16.2117 -16.2005 -16.1936 -16.1789 -16.1784 -16.1085 -15.6417 -15.5867 -15.5856 -15.5839 -15.5641 -15.5634 -15.5452 -15.3281 -15.3257 -15.3225 -15.1656 -15.1583 -15.1557 -14.4294 -13.9450 -13.7801 -13.7691 -13.7613 -13.7354 -13.4007 -13.3986 -13.3959 -13.0680 -13.0664 -13.0635 -9.0322 -7.5908 -6.9828 -6.9339 -6.4685 -6.2102 -6.0960 -6.0421 -5.9027 -4.1165 -4.1157 -4.0991 -4.0963 -4.0906 -3.7677 -3.5548 -3.5535 -3.3688 -3.3606 -3.3190 -3.2931 -3.2855 -3.2016 -3.1972 -3.1947 -3.1876 -3.1835 -3.1758 -2.8046 -2.7047 -2.6748 -2.6688 -2.5830 -2.4331 -2.4173 -2.3651 -2.1887 -2.1737 -2.1662 -2.0983 -2.0643 -2.0556 -1.9792 -1.8356 -1.8275 -1.8141 -1.7570 -1.7330 -1.6893 -1.6166 -1.6149 -1.6108 -1.4135 -1.4118 -1.4102 -1.3990 -1.3257 -1.3195 -1.3160 -1.2888 -1.2837 -1.2802 -1.2780 -1.2266 -1.2231 -1.2165 -1.1617 -1.1614 -1.1506 -1.1497 -1.1492 -0.9688 -0.9681 -0.9663 -0.8347 -0.8346 -0.6931 -0.6919 -0.6916 0.2770 0.2902 0.3080 0.3499 1.4275 1.6822 1.6832 1.6835 1.7034 1.8107 1.8117 1.8124 1.8292 1.8481 1.8483 1.8485 1.8773 1.8778 1.8789 1.8960 1.8962 1.9033 1.9037 1.9042 1.9504 1.9507 1.9511 1.9541 1.9548 1.9560 2.0356 2.0359 2.0585 2.0592 2.0598 2.0718 2.0722 2.0726 2.1125 -34.0514 -33.9950 -33.9661 -33.9660 -33.9534 -33.9089 -33.8874 -33.8857 -32.7666 -32.7099 -32.6767 -32.6668 -19.0658 -19.0448 -19.0397 -18.9675 -18.9444 -18.9296 -18.8796 -18.7929 -18.7893 -18.6982 -18.6919 -18.2533 -18.2357 -18.1475 -18.1399 -17.8785 -17.8678 -17.5687 -17.4846 -17.4619 -17.4595 -17.2138 -16.5639 -16.5634 -16.4771 -16.4692 -16.4258 -16.3536 -16.3489 -16.3412 -16.3361 -16.3309 -16.2312 -15.9082 -15.8749 -15.8658 -15.6419 -15.5591 -15.5426 -15.5008 -15.4362 -15.4058 -15.3847 -15.0034 -15.0028 -14.9124 -14.8960 -14.7869 -14.7139 -14.7114 -14.3654 -13.9754 -13.9414 -13.8201 -13.7824 -13.7671 -13.7633 -13.6961 -13.6925 -13.4170 -13.3771 -13.3751 -9.0199 -7.6053 -7.0051 -6.9366 -6.4632 -6.2116 -6.1400 -6.0908 -5.9531 -3.8630 -3.7370 -3.7256 -3.6860 -3.6763 -3.6138 -3.3865 -3.3285 -3.2731 -3.1860 -3.1743 -3.1495 -3.1169 -3.0955 -3.0711 -3.0479 -3.0423 -3.0056 -3.0005 -2.8418 -2.7937 -2.7428 -2.7157 -2.6519 -2.5290 -2.5217 -2.4892 -2.4428 -2.4165 -2.3804 -2.3519 -2.3395 -2.2364 -2.1649 -2.1481 -2.1133 -2.0294 -1.9563 -1.9256 -1.8420 -1.8106 -1.7946 -1.7716 -1.7677 -1.6357 -1.6010 -1.5454 -1.5423 -1.4961 -1.4932 -1.3707 -1.3645 -1.3197 -1.2642 -1.2557 -1.1797 -1.1650 -1.1635 -1.0740 -1.0735 -0.9948 -0.9671 -0.8961 -0.8933 -0.8699 -0.7929 -0.6388 -0.6164 -0.6161 -0.5887 0.2856 0.3005 0.3361 0.3687 1.3210 1.7396 1.7401 1.7519 1.8033 1.8163 1.8166 1.8398 1.8405 1.8605 1.8632 1.8674 1.8860 1.9047 1.9052 1.9193 1.9384 1.9387 1.9404 1.9454 1.9526 1.9532 1.9728 1.9780 1.9957 1.9961 2.0284 2.0349 2.0447 2.0501 2.0502 2.0650 2.0944 2.0949 2.0993 -34.0514 -33.9950 -33.9666 -33.9655 -33.9534 -33.9088 -33.8885 -33.8846 -32.7670 -32.7077 -32.6813 -32.6640 -19.0665 -19.0587 -19.0311 -18.9742 -18.9601 -18.9131 -18.8820 -18.7932 -18.7902 -18.6976 -18.6890 -18.2527 -18.2294 -18.1470 -18.1349 -17.8776 -17.8568 -17.5681 -17.4857 -17.4616 -17.4586 -17.2124 -16.5644 -16.5626 -16.4788 -16.4703 -16.4252 -16.3533 -16.3481 -16.3426 -16.3364 -16.3308 -16.2317 -15.9093 -15.8835 -15.8625 -15.6411 -15.5716 -15.5353 -15.5010 -15.4374 -15.4080 -15.3853 -15.0042 -15.0032 -14.9174 -14.8953 -14.7868 -14.7156 -14.7151 -14.3662 -13.9831 -13.9403 -13.8181 -13.7834 -13.7615 -13.7585 -13.6927 -13.6897 -13.4168 -13.3753 -13.3728 -9.0124 -7.6054 -7.0191 -6.9290 -6.4582 -6.2336 -6.1625 -6.0686 -5.9287 -3.8652 -3.7345 -3.7284 -3.6901 -3.6781 -3.6126 -3.3932 -3.3292 -3.2771 -3.2043 -3.1825 -3.1497 -3.1130 -3.0951 -3.0667 -3.0561 -3.0291 -3.0056 -3.0019 -2.8422 -2.7751 -2.7315 -2.7195 -2.6696 -2.5327 -2.5138 -2.4885 -2.4407 -2.4077 -2.3727 -2.3653 -2.3445 -2.2372 -2.1612 -2.1527 -2.0909 -2.0105 -1.9605 -1.9251 -1.8966 -1.8262 -1.7744 -1.7705 -1.7504 -1.6318 -1.6027 -1.5476 -1.5438 -1.4964 -1.4933 -1.3743 -1.3677 -1.3189 -1.2655 -1.2549 -1.1820 -1.1669 -1.1639 -1.0756 -1.0723 -0.9939 -0.9638 -0.8948 -0.8926 -0.8705 -0.7932 -0.6381 -0.6161 -0.6159 -0.5880 0.2811 0.3049 0.3349 0.3707 1.2932 1.7390 1.7398 1.7520 1.8041 1.8159 1.8166 1.8396 1.8402 1.8604 1.8633 1.8673 1.8859 1.9049 1.9050 1.9194 1.9382 1.9387 1.9402 1.9451 1.9530 1.9542 1.9722 1.9780 1.9959 1.9962 2.0285 2.0352 2.0445 2.0498 2.0501 2.0653 2.0942 2.0946 2.0985 -34.0101 -34.0093 -34.0086 -33.9514 -33.9223 -33.9195 -33.9181 -33.8755 -32.7496 -32.7078 -32.7036 -32.6595 -18.9701 -18.9667 -18.9165 -18.8865 -18.7281 -18.7243 -18.7192 -18.7121 -18.6497 -18.6048 -18.6010 -18.5944 -18.5795 -18.2810 -18.0869 -18.0842 -18.0814 -18.0753 -17.5786 -17.5723 -17.5703 -16.9611 -16.9567 -16.9538 -16.5590 -16.4792 -16.4782 -16.4780 -16.3625 -16.2839 -16.2802 -16.2780 -15.8482 -15.8410 -15.8323 -15.7823 -15.6431 -15.6084 -15.4762 -15.4682 -15.4557 -15.2105 -15.2065 -15.2004 -14.5990 -14.5926 -14.5835 -14.2451 -14.1829 -14.1565 -14.1551 -14.1536 -14.1072 -14.1019 -14.0972 -14.0392 -13.9451 -13.9400 -13.7217 -13.7181 -13.7166 -13.4966 -9.0121 -7.6145 -7.0183 -6.9300 -6.4602 -6.2116 -6.1754 -6.1219 -5.9611 -3.4851 -3.4826 -3.4789 -3.3660 -3.3613 -3.3562 -3.3076 -3.1955 -3.1801 -3.1743 -3.1679 -3.1330 -3.1074 -3.0982 -3.0784 -2.9774 -2.9642 -2.9608 -2.8873 -2.7849 -2.7540 -2.7479 -2.7352 -2.7165 -2.6784 -2.6650 -2.5557 -2.5283 -2.5065 -2.5022 -2.4900 -2.4357 -2.4232 -2.4018 -2.3622 -2.1628 -2.1610 -2.1507 -2.0427 -2.0019 -1.9542 -1.8622 -1.8575 -1.8479 -1.8269 -1.7798 -1.7171 -1.6991 -1.6582 -1.3750 -1.3641 -1.3594 -1.3428 -1.2785 -1.0891 -1.0867 -1.0825 -1.0798 -1.0684 -1.0443 -1.0411 -1.0355 -0.8711 -0.7801 -0.7796 -0.7788 -0.6834 -0.5795 -0.5789 -0.5769 0.2768 0.3362 0.3461 0.3637 1.2860 1.7288 1.7828 1.8204 1.8209 1.8218 1.8325 1.8589 1.8591 1.8593 1.8946 1.9126 1.9132 1.9141 1.9175 1.9187 1.9190 1.9388 1.9457 1.9588 1.9592 1.9595 1.9810 1.9818 1.9823 2.0517 2.0519 2.0524 2.0607 2.0619 2.0897 2.1038 2.1045 2.1051 2.1312 -34.0514 -33.9950 -33.9663 -33.9658 -33.9534 -33.9090 -33.8870 -33.8860 -32.7666 -32.7099 -32.6768 -32.6668 -19.0642 -19.0563 -19.0309 -18.9716 -18.9569 -18.9097 -18.8864 -18.7931 -18.7893 -18.6988 -18.6902 -18.2498 -18.2361 -18.1490 -18.1374 -17.8738 -17.8694 -17.5685 -17.4850 -17.4609 -17.4598 -17.2132 -16.5641 -16.5631 -16.4779 -16.4694 -16.4258 -16.3517 -16.3505 -16.3415 -16.3363 -16.3304 -16.2313 -15.9089 -15.8752 -15.8669 -15.6420 -15.5585 -15.5454 -15.5010 -15.4365 -15.4070 -15.3835 -15.0039 -15.0027 -14.9126 -14.8986 -14.7869 -14.7152 -14.7118 -14.3656 -13.9767 -13.9419 -13.8194 -13.7826 -13.7658 -13.7594 -13.6941 -13.6925 -13.4168 -13.3760 -13.3745 -9.0242 -7.6098 -6.9943 -6.9276 -6.4681 -6.2174 -6.1329 -6.0987 -5.9578 -3.8640 -3.7343 -3.7266 -3.6898 -3.6778 -3.6118 -3.3891 -3.3302 -3.2767 -3.1881 -3.1707 -3.1485 -3.1121 -3.1011 -3.0753 -3.0531 -3.0391 -3.0039 -3.0000 -2.8444 -2.7858 -2.7351 -2.7183 -2.6378 -2.5320 -2.5096 -2.4893 -2.4474 -2.4180 -2.3787 -2.3577 -2.3347 -2.2362 -2.1707 -2.1422 -2.1007 -2.0027 -1.9698 -1.9253 -1.8965 -1.8188 -1.7767 -1.7719 -1.7526 -1.6326 -1.6102 -1.5463 -1.5415 -1.4985 -1.4898 -1.3722 -1.3684 -1.3190 -1.2657 -1.2545 -1.1815 -1.1654 -1.1637 -1.0741 -1.0732 -0.9944 -0.9660 -0.8958 -0.8926 -0.8700 -0.7929 -0.6385 -0.6164 -0.6159 -0.5884 0.2908 0.2964 0.3356 0.3683 1.3804 1.7395 1.7400 1.7519 1.8034 1.8162 1.8167 1.8397 1.8403 1.8605 1.8632 1.8674 1.8860 1.9047 1.9052 1.9193 1.9384 1.9387 1.9404 1.9455 1.9526 1.9534 1.9726 1.9781 1.9957 1.9961 2.0286 2.0350 2.0445 2.0497 2.0505 2.0653 2.0940 2.0949 2.0990</array>
                <array dataType="xsd:double" dictRef="cc:occup" size="960">1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99993 0.99972 0.99840 0.96110 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99983 0.99921 0.98437 0.89075 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99990 0.99880 0.98560 0.88012 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99994 0.98426 0.96918 0.91505 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 1.00000 0.99970 0.99947 0.98491 0.89275 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000</array>
            </list>
        </module>
    </comment>






Template definition



<templateList>  <template id="kpoint" pattern="\s*k-point.*" endPattern="\s*" repeat="*">    <record>\s*k-point{I,cc:serial}:.*</record>    <record repeat="1" />    <record repeat="*" makeArray="true">\s+\d+\s+{F,cc:eigen}{F,cc:occup}</record>
        </template>
    </templateList>
<transform process="addChild" xpath="." elementName="cml:scalar" dictRef="cc:spin" value="1" />
<transform process="addAttribute" xpath=".//cml:scalar[@dictRef='cc:spin']" name="dataType" value="xsd:integer" />
<transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='cc:serial']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:eigen']" />
<transform process="joinArrays" xpath=".//cml:array[@dictRef='cc:occup']" />
<transform process="addChild" xpath="." elementName="cml:list" id="spin" />
<transform process="move" xpath=".//cml:scalar" to="./cml:list[@id='spin']" />
<transform process="move" xpath=".//cml:array" to="./cml:list[@id='spin']" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:module" />








          

      

      

    

  

  
    

    grimmes
    

    

   


  

    
      
          
            
  
grimmes


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP outcar



	id

	grimmes



	name

	Parameters for Grimme’s potential



	pattern

	\s*Parameters\sfor\sGrimme\’s\spotential:.*



	endPattern

	\s*



	repeat

	*



	xml:base

	grimmes.xml







Input



Parameters for Grimme's potential:
       C6(Jnm^6/mol)     R0(A)
 -----------------------------
 Cu       2.740          1.562
 C        1.750          1.452
 H        0.140          1.001
 O        0.700          1.342






Output text



<comment class="example.output" id="grimmes">
        <module cmlx:templateRef="grimmes">
            <array dataType="xsd:string" dictRef="cc:elementType" size="4">Cu C H O</array>
            <array dataType="xsd:double" dictRef="v:grimmeC6" size="4">2.740 1.750 0.140 0.700</array>
            <array dataType="xsd:double" dictRef="v:grimmeR0" size="4">1.562 1.452 1.001 1.342</array>
        </module>
    </comment>






Template definition



<record repeat="3" />
<record repeat="*" makeArray="true">{A,cc:elementType}{F,v:grimmeC6}{F,v:grimmeR0}</record>
<transform process="pullup" xpath=".//cml:array" />
<transform process="delete" xpath=".//cml:list" />








          

      

      

    

  

  
    

    vasp.incar
    

    

   


  

    
      
          
            
  
vasp.incar


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP INCAR



	id

	vasp.incar



	name

	VASP INCAR



	xml:base

	topTemplate.xml







Input



# +-----------------------------+ #
# |         INCAR CeO2          | #
# | Startparameter for this run | #
# +-----------------------------+ #

SYSTEM = Ag111-Bz
ISTART = 1
ICHARG = 2
ISPIN  = 1
GGA    = PE

# ==> Electronic Relaxation <== #
ENCUT  = 500
EDIFF  = 1E-6
LREAL  = AUTO
ALGO   = FAST
NELM   = 250
NELMIN = 8

# ==> Ionic Relaxation <== #
NSW    = 400
IBRION = 1
POTIM  = 0.2
EDIFFG = 1E-3

# ==> DOS related values <== #
ISMEAR = 1
SIGMA  = 0.2

# ==> Other Parameters <== #
LASPH  = .TRUE.
NPAR   = 2
NSIM   = 12

LDIPOL = .TRUE.
IDIPOL = 3

LWAVE  = .FALSE.
LCHARG = .FALSE.

SYMPREC = 1E-8


LVDW   = .TRUE. #switches dispersion on
VDW_VERSION= 3 #switches between 2(DFT-D2), 3(DFT-D3(zero damping)) and 4(DFT-D3(BJ-damping))
VDW_RADIUS= 40.0 #cutoff radius for considering neighboring imagecells
VDW_s6 = 1.0 #s6-scaling parameter
VDW_s8 = 0.7875 #s8-scaling factor
VDW_a1 = 0.4289 #scaling for damping function
VDW_a2 = 4.4407 #scaling for damping function
VDW_SCALING= 1.0 #for PBE






Input



# +-----------------------------+ #
    # |         INCAR CeO2          | #
    # | Startparameter for this run | #
    # +-----------------------------+ #

    SYSTEM = CeO2-2x2-9L-H2
    ISTART = 1
    ISPIN  = 2
    GGA    = PE

    # ==> Electronic Relaxation <== #
    ENCUT  = 500
    EDIFF  = 1E-5
    EDIFFG = 1E-4
    LREAL  = Auto
    NELM   = 250

    LMAXMIX= 6 #parameters recommended by VASP
    INIMIX = 0
    AMIX   = 0.2
    BMIX   = 0.0001
    AMIX_MAG= 0.8
    BMIX_MAG= 0.0001

    # ==> Ionic Relaxation <== #
    NSW    = 400
    IBRION = 1
    POTIM  = 0.05

    # ==> DOS related values <== #
    ISMEAR = 0
    SIGMA  = 0.05
    LORBIT = 11

    # ==> Other Parameters <== #
    LASPH  = .TRUE.
    LDAU   = .TRUE.
    LDAUL  = 3 3 -1 -1 -1
    LDAUU  = 5.5 5.5 0.0 0.0 0.0
    LDAUJ  = 1.0 1.0 0.0 0.0 0.0
    NPAR   = 4

    LDIPOL = .TRUE.
    IDIPOL = 3


    IALGO  = 38

    # ==> NEB Comments <== #
    IMAGES = 4
    ISPRING = -5
    SPRING = -5
    SPOWER = 1
    LSCALAPACK = .FALSE.
    LCLIMB = .TRUE.
    efirst = 0.
    elast = 0.






Output text



<comment class="example.output" id="vasp.incar">
        <module id="vasp.incar">
            <scalar dictRef="v:lvdw">true</scalar>
            <scalar dataType="xsd:integer" dictRef="v:vdwversion">3</scalar>
        </module>
    </comment>






Output text



<comment class="example.output" id="vasp.incar2">
        <module id="vasp.incar">
            <array dataType="xsd:integer" dictRef="v:ldaul" size="5">3 3 -1 -1 -1</array>
            <array dataType="xsd:double" dictRef="v:ldauu" size="5">5.5 5.5 0.0 0.0 0.0</array>
            <array dataType="xsd:double" dictRef="v:ldauj" size="5">1.0 1.0 0.0 0.0 0.0</array>
        </module>
    </comment>






Template definition



<templateList>  <template pattern="\s*LDAUU\s*.*" endPattern=".*" endPattern2="~">    <record>\s*LDAUU\s*={1_50F,v:ldauu}\s*#?.*</record>
        </template>  <template pattern="\s*LDAUL\s*.*" endPattern=".*" endPattern2="~">    <record>\s*LDAUL\s*={1_50I,v:ldaul}\s*#?.*</record>
        </template>  <template pattern="\s*LDAUJ\s*.*" endPattern=".*" endPattern2="~">    <record>\s*LDAUJ\s*={1_50F,v:ldauj}\s*#?.*</record>
        </template>  <template pattern="\s*LVDW\s*=\s*\.TRUE\.\s*#?.*" endPattern=".*" endPattern2="~">    <transform process="addChild" xpath="." elementName="scalar" value="true" dictRef="v:lvdw" />
        </template>  <template pattern="\s*VDW_VERSION\s*=.*" endPattern=".*" endPattern2="~">    <record>\s*VDW_VERSION\s*=\s*{I,v:vdwversion}\s*#?.*</record>
        </template>
    </templateList>
<transform process="move" xpath="//cml:scalar" to="." />
<transform process="move" xpath="//cml:array" to="." />
<transform process="delete" xpath="//cml:module" />
<transform process="delete" xpath="//cml:list" />








          

      

      

    

  

  
    

    vasp.kpoints
    

    

   


  

    
      
          
            
  
vasp.kpoints


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP KPOINTS



	id

	vasp.kpoints



	name

	VASP KPOINTS



	xml:base

	topTemplate.xml







Input



 Automatic generation mesh
 0
Gamma
 3  3  1
 0. 0. 0.






Input



Explicit k-point list
4
Cartesian
0.0  0.0  0.0   1
0.0  0.0  0.5   1
0.0  0.5  0.5   2
0.5  0.5  0.5   4






Input



Automatic generation
0
Cartesian
0.25 0.00 0.00
0.00 0.25 0.00
0.00 0.00 0.25
0.00 0.00 0.00






Input



Line_mode KPOINTS file
40
Line_mode
Reciprocal
0.0 0.0 0.0 ! \Gamma
0.5 0.0 0.5 ! X

0.5 0.0 0.5 ! X
0.5 0.25 0.75 ! W

0.5 0.25 0.75 ! W
0.375 0.375 0.75 ! K

0.375 0.375 0.75 ! K
0.0 0.0 0.0 ! \Gamma

0.0 0.0 0.0 ! \Gamma
0.5 0.5 0.5 ! L

0.5 0.5 0.5 ! L
0.625 0.25 0.625 ! U

0.625 0.25 0.625 ! U
0.5 0.25 0.75 ! W

0.5 0.25 0.75 ! W
0.5 0.5 0.5 ! L

0.5 0.5 0.5 ! L
0.375 0.375 0.75 ! K

0.625 0.25 0.625 ! U
0.5 0.0 0.5 ! X






Output text



<comment class="example.output" id="vasp.kpoints">
        <module id="vasp.kpoints">
            <scalar dataType="xsd:string" dictRef="v:comment">Automatic generation mesh</scalar>
            <scalar dataType="xsd:integer" dictRef="v:kpointnum">0</scalar>
            <scalar dataType="xsd:string" dictRef="v:meshScheme">Gamma</scalar>
            <array dataType="xsd:integer" dictRef="v:subdivisionN" size="3">3 3 1</array>
            <array dataType="xsd:double" dictRef="v:shiftS" size="3">0. 0. 0.</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="vasp.kpoints2">
        <module id="vasp.kpoints">
            <scalar dataType="xsd:string" dictRef="v:comment">Explicit k-point list</scalar>
            <scalar dataType="xsd:integer" dictRef="v:kpointnum">4</scalar>
            <scalar dataType="xsd:string" dictRef="v:meshScheme">explicit</scalar>
            <scalar dataType="xsd:string" dictRef="v:coordtype">Cartesian</scalar>
            <array dataType="xsd:double" dictRef="v:kpointlist" size="12">0.0 0.0 0.0 0.0 0.0 0.5 0.0 0.5 0.5 0.5 0.5 0.5</array>
            <array dataType="xsd:integer" dictRef="v:weight" size="4">1 1 2 4</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="vasp.kpoints3">
        <module id="vasp.kpoints">
            <scalar dataType="xsd:string" dictRef="v:comment">Automatic generation</scalar>
            <scalar dataType="xsd:integer" dictRef="v:kpointnum">0</scalar>
            <scalar dataType="xsd:string" dictRef="v:meshScheme">automatic</scalar>
            <scalar dataType="xsd:string" dictRef="v:coordtype">Cartesian</scalar>
            <array dataType="xsd:double" dictRef="v:kpointlist" size="12">0.25 0.00 0.00 0.00 0.25 0.00 0.00 0.00 0.25 0.00 0.00 0.00</array>
        </module>
    </comment>






Output text



<comment class="example.output" id="vasp.kpoints4">
        <module id="vasp.kpoints">
            <scalar dataType="xsd:string" dictRef="v:comment">Line_mode KPOINTS file</scalar>
            <scalar dataType="xsd:integer" dictRef="v:kpointnum">40</scalar>
            <scalar dataType="xsd:string" dictRef="v:meshScheme">Line_mode</scalar>
            <scalar dataType="xsd:string" dictRef="v:coordtype">Reciprocal</scalar>
            <array dataType="xsd:double" dictRef="v:kpointlist" size="60">0.0 0.0 0.0 0.5 0.0 0.5 0.5 0.0 0.5 0.5 0.25 0.75 0.5 0.25 0.75 0.375 0.375 0.75 0.375 0.375 0.75 0.0 0.0 0.0 0.0 0.0 0.0 0.5 0.5 0.5 0.5 0.5 0.5 0.625 0.25 0.625 0.625 0.25 0.625 0.5 0.25 0.75 0.5 0.25 0.75 0.5 0.5 0.5 0.5 0.5 0.5 0.375 0.375 0.75 0.625 0.25 0.625 0.5 0.0 0.5</array>
            <array dataType="xsd:string" dictRef="v:path" size="20">Γ X X W W K K Γ Γ L L U U W W L L K U X</array>
        </module>
    </comment>






Template definition



<templateList>  <template id="gamma" pattern=".*$\s*\d+\s*$\s*(?i)(Gamma|Monkhorst[-\s]pack).*\s*" endPattern="~" endOffset="1">    <record>{X,v:comment}</record>    <record>{I,v:kpointnum}</record>    <record>{X,v:meshScheme}</record>    <record>{3I,v:subdivisionN}</record>    <record>{3F,v:shiftS}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template id="automatic" pattern=".*$\s*\d+\s*$\s*(?i)(A).*" endPattern="~" endOffset="1">    <record>{X,v:comment}</record>    <record>{I,v:kpointnum}</record>    <record>{X,v:meshScheme}</record>    <record>{X,v:kpointlenght}</record>    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template id="explicit" pattern=".*$\s*\d+\s*$\s*(?i)(C|K|Cartesian|Reciprocal|Fractional).*" endPattern="~" endOffset="1">    <record>{X,v:comment}</record>    <record>{I,v:kpointnum}</record>    <record>{X,v:coordtype}</record>    <record repeat="*" makeArray="true">{3F,v:kpointlist}</record>    <record repeat="*" makeArray="true">{3F,v:kpointlist}{I,v:weight}</record>    <transform process="addChild" xpath=".//cml:scalar[@dictRef='v:kpointnum' and text() = '0']/parent::cml:list" elementName="cml:scalar" dictRef="v:meshScheme" value="automatic" />    <transform process="addChild" xpath=".//cml:scalar[@dictRef='v:kpointnum' and text() != '0']/parent::cml:list" elementName="cml:scalar" dictRef="v:meshScheme" value="explicit" />    <transform process="addAttribute" xpath=".//cml:scalar[@dictRef='v:meshScheme']" name="dataType" value="xsd:string" />    <transform process="pullup" xpath=".//cml:scalar" />    <transform process="pullup" xpath=".//cml:array" />    <transform process="delete" xpath=".//cml:list" />
        </template>  <template id="linemode" pattern=".*$\s*\d+\s*$\s*(?i)(L).*" endPattern="~" endOffset="1">    <record>{X,v:comment}</record>    <record>{I,v:kpointnum}</record>    <record>{X,v:meshScheme}</record>    <record>{X,v:coordtype}</record>    <template id="line" pattern="\s*\S.*" endPattern="\s*" endPattern2="~" repeat="*">      <record repeat="*">{3F,v:kpointlist}!?{X,v:path}</record>      <transform process="setValue" xpath=".//cml:scalar[@dictRef='v:path' and text() = '\Gamma']" value="Γ" />
            </template>    <transform process="joinArrays" xpath="." from=".//cml:array[@dictRef='v:kpointlist']" />    <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:path']" dataType="xsd:string" dictRef="v:path" />    <transform process="pullup" xpath=".//cml:module//cml:array" repeat="3" />    <transform process="delete" xpath=".//cml:module" />    <transform process="pullup" xpath="//cml:module/cml:list/cml:scalar" />    <transform process="delete" xpath=".//cml:list" />
        </template>

    </templateList>
<transform process="pullup" xpath=".//cml:module/*" />
<transform process="delete" xpath=".//cml:module[count(*) = 0]" />








          

      

      

    

  

  
    

    vasp.doscar
    

    

   


  

    
      
          
            
  
vasp.doscar


Implementation level





	Type

	Status





	CML extraction template

	[image: image1]



	HTML5 representation

	[image: image2]







Template attributes





	Attribute

	Value





	source

	VASP DOSCAR



	id

	vasp.doscar



	name

	VASP DOSCAR



	xml:base

	topTemplate.xml







Input



42  42   1   0
  0.2972155E+02  0.7928052E-09  0.7928052E-09  0.2293280E-08  0.1000000E-15
  1.000000000000000E-004
  CAR
 APR-deprot-reactant
      3.09750024    -36.92788609  301     -0.22127137      1.00000000
    -36.928  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.794  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.661  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.528  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
  ...
      2.964  0.0000E+00  0.0000E+00  0.5100E+00  0.5100E+00
      3.098  0.0000E+00  0.0000E+00  0.5100E+00  0.5100E+00
      3.09750024    -36.92788609  301     -0.22127137      1.00000000
    -36.928  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.794  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.661  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.528  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.394  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.261  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.127  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -35.994  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -35.861  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -35.727  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -35.594  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
  ...
      2.964  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
      3.098  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
      3.09750024    -36.92788609  301     -0.22127137      1.00000000
    -36.928  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.794  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00
    -36.661  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00  0.0000E+00






Output text



<comment class="example.output" id="vasp.doscar">
        <module id="vasp.doscar">
            <module cmlx:templateRef="totals">
                <array dataType="xsd:double" dictRef="v:dosenergy" size="301">-36.928 -36.794 -36.661 -36.528 -36.394 -36.261 -36.127 -35.994 -35.861 -35.727 -35.594 -35.460 -35.327 -35.193 -35.060 -34.927 -34.793 -34.660 -34.526 -34.393 -34.260 -34.126 -33.993 -33.859 -33.726 -33.592 -33.459 -33.326 -33.192 -33.059 -32.925 -32.792 -32.659 -32.525 -32.392 -32.258 -32.125 -31.991 -31.858 -31.725 -31.591 -31.458 -31.324 -31.191 -31.057 -30.924 -30.791 -30.657 -30.524 -30.390 -30.257 -30.124 -29.990 -29.857 -29.723 -29.590 -29.456 -29.323 -29.190 -29.056 -28.923 -28.789 -28.656 -28.523 -28.389 -28.256 -28.122 -27.989 -27.855 -27.722 -27.589 -27.455 -27.322 -27.188 -27.055 -26.922 -26.788 -26.655 -26.521 -26.388 -26.254 -26.121 -25.988 -25.854 -25.721 -25.587 -25.454 -25.321 -25.187 -25.054 -24.920 -24.787 -24.653 -24.520 -24.387 -24.253 -24.120 -23.986 -23.853 -23.720 -23.586 -23.453 -23.319 -23.186 -23.052 -22.919 -22.786 -22.652 -22.519 -22.385 -22.252 -22.118 -21.985 -21.852 -21.718 -21.585 -21.451 -21.318 -21.185 -21.051 -20.918 -20.784 -20.651 -20.517 -20.384 -20.251 -20.117 -19.984 -19.850 -19.717 -19.584 -19.450 -19.317 -19.183 -19.050 -18.916 -18.783 -18.650 -18.516 -18.383 -18.249 -18.116 -17.983 -17.849 -17.716 -17.582 -17.449 -17.315 -17.182 -17.049 -16.915 -16.782 -16.648 -16.515 -16.382 -16.248 -16.115 -15.981 -15.848 -15.714 -15.581 -15.448 -15.314 -15.181 -15.047 -14.914 -14.781 -14.647 -14.514 -14.380 -14.247 -14.113 -13.980 -13.847 -13.713 -13.580 -13.446 -13.313 -13.179 -13.046 -12.913 -12.779 -12.646 -12.512 -12.379 -12.246 -12.112 -11.979 -11.845 -11.712 -11.578 -11.445 -11.312 -11.178 -11.045 -10.911 -10.778 -10.645 -10.511 -10.378 -10.244 -10.111 -9.977 -9.844 -9.711 -9.577 -9.444 -9.310 -9.177 -9.044 -8.910 -8.777 -8.643 -8.510 -8.376 -8.243 -8.110 -7.976 -7.843 -7.709 -7.576 -7.443 -7.309 -7.176 -7.042 -6.909 -6.775 -6.642 -6.509 -6.375 -6.242 -6.108 -5.975 -5.842 -5.708 -5.575 -5.441 -5.308 -5.174 -5.041 -4.908 -4.774 -4.641 -4.507 -4.374 -4.240 -4.107 -3.974 -3.840 -3.707 -3.573 -3.440 -3.307 -3.173 -3.040 -2.906 -2.773 -2.639 -2.506 -2.373 -2.239 -2.106 -1.972 -1.839 -1.706 -1.572 -1.439 -1.305 -1.172 -1.038 -0.905 -0.772 -0.638 -0.505 -0.371 -0.238 -0.105 0.029 0.162 0.296 0.429 0.563 0.696 0.829 0.963 1.096 1.230 1.363 1.496 1.630 1.763 1.897 2.030 2.164 2.297 2.430 2.564 2.697 2.831 2.964 3.098</array>
                <array dataType="xsd:double" dictRef="v:totalspin1" size="301">0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.7973E-12 0.3797E-04 0.2927E-01 0.6744E-01 0.7204E-01 0.1859E-01 0.1880E-05 0.3629E-15 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.6832E-08 0.2530E-02 0.3407E-01 0.8784E-03 0.4018E-09 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.8105E-09 0.8796E-03 0.1746E-01 0.3977E-03 0.7969E-10 0.0000E+00 0.2086E-12 0.1260E-04 0.4267E-02 0.1574E-01 0.3153E-01 0.3700E-01 0.6031E-01 0.2271E-01 0.2294E-01 0.2268E-01 0.2421E-01 0.1430E-01 0.2682E-01 0.2376E-01 0.1568E-01 0.3453E-01 0.1809E-01 0.1514E-01 0.1225E-01 0.1399E-01 0.4938E-02 0.5797E-01 0.7154E-01 0.5018E-01 0.3333E-01 0.2301E-01 0.2393E-01 0.1335E-01 0.1485E-01 0.1713E-01 0.3462E-01 0.2300E-01 0.2036E-01 0.3690E-01 0.2036E-01 0.2219E-01 0.9070E-02 0.2235E-01 0.2013E-01 0.1692E-01 0.2304E-01 0.4174E-01 0.3792E-01 0.1707E-01 0.3079E-01 0.3984E-02 0.1278E-01 0.2782E-02 0.1426E-02 0.6549E-03 0.2161E-07 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.3925E-14 0.4234E-05 0.1099E-01 0.7745E-02 0.8089E-06 0.1646E-15 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.1623E-15 0.3916E-06 0.5098E-02 0.1362E-01 0.1599E-02 0.1699E-01 0.1753E-03 0.4867E-02 0.3214E-01 0.4679E-03 0.1299E-09 0.7298E-11 0.1021E-03 0.1490E-01 0.3735E-02 0.6001E-06 0.5148E-15 0.1299E-10 0.9365E-04 0.8352E-02 0.4954E-02 0.1863E-01 0.4698E-01 0.2352E-01 0.3745E-01 0.5266E-01 0.7132E-01 0.6190E-01 0.3422E-01 0.4342E-01 0.4095E-01 0.5282E-01 0.5605E-01 0.4940E-01 0.3509E-01 0.4537E-01 0.5880E-01 0.5626E-01 0.5741E-01 0.6859E-01 0.7861E-01 0.8854E-01 0.8495E-01 0.6090E-01 0.5487E-01 0.1958E-01 0.1317E-01 0.5556E-02 0.1847E-06 0.6188E-15 0.2157E-05 0.1648E-01 0.2099E-01 0.7465E-05 0.7594E-14 0.0000E+00 0.0000E+00 0.0000E+00 0.2264E-10 0.1051E-03 0.2953E-01 0.1531E+00 0.2671E+00 0.2994E+00 0.2144E+00 0.1072E-01 0.4276E-06 0.1313E-15 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00</array>
                <array dataType="xsd:double" dictRef="v:totalspin2" size="301">0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.7837E-12 0.3769E-04 0.2924E-01 0.6713E-01 0.7117E-01 0.1980E-01 0.2390E-05 0.5698E-15 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.7177E-11 0.1590E-03 0.2971E-01 0.7608E-02 0.2289E-06 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.6966E-09 0.8518E-03 0.1748E-01 0.4048E-03 0.8124E-10 0.0000E+00 0.6046E-13 0.7210E-05 0.4039E-02 0.1479E-01 0.3237E-01 0.3517E-01 0.6156E-01 0.2228E-01 0.2274E-01 0.2340E-01 0.2394E-01 0.1478E-01 0.2482E-01 0.2548E-01 0.1481E-01 0.3541E-01 0.1791E-01 0.1562E-01 0.1261E-01 0.1409E-01 0.4629E-02 0.5749E-01 0.7126E-01 0.4953E-01 0.2777E-01 0.2216E-01 0.2152E-01 0.1622E-01 0.9722E-02 0.1800E-01 0.2204E-01 0.2657E-01 0.2697E-01 0.3267E-01 0.2999E-01 0.1658E-01 0.1795E-01 0.1699E-01 0.2901E-01 0.1486E-01 0.1752E-01 0.3585E-01 0.4351E-01 0.2368E-01 0.2528E-01 0.1182E-01 0.5145E-02 0.1113E-01 0.5185E-03 0.1881E-02 0.1853E-03 0.3171E-09 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.1831E-14 0.2838E-05 0.1018E-01 0.8553E-02 0.1316E-05 0.4665E-15 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.8772E-16 0.2821E-06 0.4634E-02 0.1407E-01 0.1351E-02 0.1719E-01 0.2265E-03 0.3791E-02 0.3300E-01 0.6893E-03 0.3341E-09 0.4887E-11 0.8531E-04 0.1458E-01 0.4071E-02 0.8312E-06 0.9842E-15 0.1208E-10 0.9032E-04 0.8150E-02 0.5182E-02 0.1777E-01 0.4734E-01 0.2382E-01 0.3719E-01 0.5181E-01 0.7120E-01 0.6202E-01 0.3484E-01 0.4311E-01 0.4036E-01 0.5231E-01 0.5578E-01 0.4991E-01 0.3533E-01 0.4465E-01 0.5727E-01 0.5782E-01 0.5780E-01 0.6620E-01 0.7930E-01 0.8821E-01 0.8311E-01 0.6574E-01 0.5420E-01 0.2115E-01 0.1236E-01 0.6370E-02 0.3081E-06 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.2195E-10 0.1029E-03 0.2923E-01 0.1503E+00 0.2652E+00 0.2984E+00 0.2421E+00 0.2654E-01 0.1958E-04 0.6903E-12 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00 0.0000E+00</array>
            </module>
            <module cmlx:templateRef="partials">
                <array dataType="xsd:double" dictRef="v:dosenergy" size="301">-36.928 -36.794 -36.661 -36.528 -36.394 -36.261 -36.127 -35.994 -35.861 -35.727 -35.594 -35.460 -35.327 -35.193 -35.060 -34.927 -34.793 -34.660 -34.526 -34.393 -34.260 -34.126 -33.993 -33.859 -33.726 -33.592 -33.459 -33.326 -33.192 -33.059 -32.925 -32.792 -32.659 -32.525 -32.392 -32.258 -32.125 -31.991 -31.858 -31.725 -31.591 -31.458 -31.324 -31.191 -31.057 -30.924 -30.791 -30.657 -30.524 -30.390 -30.257 -30.124 -29.990 -29.857 -29.723 -29.590 -29.456 -29.323 -29.190 -29.056 -28.923 -28.789 -28.656 -28.523 -28.389 -28.256 -28.122 -27.989 -27.855 -27.722 -27.589 -27.455 -27.322 -27.188 -27.055 -26.922 -26.788 -26.655 -26.521 -26.388 -26.254 -26.121 -25.988 -25.854 -25.721 -25.587 -25.454 -25.321 -25.187 -25.054 -24.920 -24.787 -24.653 -24.520 -24.387 -24.253 -24.120 -23.986 -23.853 -23.720 -23.586 -23.453 -23.319 -23.186 -23.052 -22.919 -22.786 -22.652 -22.519 -22.385 -22.252 -22.118 -21.985 -21.852 -21.718 -21.585 -21.451 -21.318 -21.185 -21.051 -20.918 -20.784 -20.651 -20.517 -20.384 -20.251 -20.117 -19.984 -19.850 -19.717 -19.584 -19.450 -19.317 -19.183 -19.050 -18.916 -18.783 -18.650 -18.516 -18.383 -18.249 -18.116 -17.983 -17.849 -17.716 -17.582 -17.449 -17.315 -17.182 -17.049 -16.915 -16.782 -16.648 -16.515 -16.382 -16.248 -16.115 -15.981 -15.848 -15.714 -15.581 -15.448 -15.314 -15.181 -15.047 -14.914 -14.781 -14.647 -14.514 -14.380 -14.247 -14.113 -13.980 -13.847 -13.713 -13.580 -13.446 -13.313 -13.179 -13.046 -12.913 -12.779 -12.646 -12.512 -12.379 -12.246 -12.112 -11.979 -11.845 -11.712 -11.578 -11.445 -11.312 -11.178 -11.045 -10.911 -10.778 -10.645 -10.511 -10.378 -10.244 -10.111 -9.977 -9.844 -9.711 -9.577 -9.444 -9.310 -9.177 -9.044 -8.910 -8.777 -8.643 -8.510 -8.376 -8.243 -8.110 -7.976 -7.843 -7.709 -7.576 -7.443 -7.309 -7.176 -7.042 -6.909 -6.775 -6.642 -6.509 -6.375 -6.242 -6.108 -5.975 -5.842 -5.708 -5.575 -5.441 -5.308 -5.174 -5.041 -4.908 -4.774 -4.641 -4.507 -4.374 -4.240 -4.107 -3.974 -3.840 -3.707 -3.573 -3.440 -3.307 -3.173 -3.040 -2.906 -2.773 -2.639 -2.506 -2.373 -2.239 -2.106 -1.972 -1.839 -1.706 -1.572 -1.439 -1.305 -1.172 -1.038 -0.905 -0.772 -0.638 -0.505 -0.371 -0.238 -0.105 0.029 0.162 0.296 0.429 0.563 0.696 0.829 0.963 1.096 1.230 1.363 1.496 1.630 1.763 1.897 2.030 2.164 2.297 2.430 2.564 2.697 2.831 2.964 3.098</array>
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                <scalar dictRef="v:ion">1</scalar>
            </module>
            <module cmlx:templateRef="partials">
                <array dataType="xsd:double" dictRef="v:dosenergy" size="301">-36.928 -36.794 -36.661 -36.528 -36.394 -36.261 -36.127 -35.994 -35.861 -35.727 -35.594 -35.460 -35.327 -35.193 -35.060 -34.927 -34.793 -34.660 -34.526 -34.393 -34.260 -34.126 -33.993 -33.859 -33.726 -33.592 -33.459 -33.326 -33.192 -33.059 -32.925 -32.792 -32.659 -32.525 -32.392 -32.258 -32.125 -31.991 -31.858 -31.725 -31.591 -31.458 -31.324 -31.191 -31.057 -30.924 -30.791 -30.657 -30.524 -30.390 -30.257 -30.124 -29.990 -29.857 -29.723 -29.590 -29.456 -29.323 -29.190 -29.056 -28.923 -28.789 -28.656 -28.523 -28.389 -28.256 -28.122 -27.989 -27.855 -27.722 -27.589 -27.455 -27.322 -27.188 -27.055 -26.922 -26.788 -26.655 -26.521 -26.388 -26.254 -26.121 -25.988 -25.854 -25.721 -25.587 -25.454 -25.321 -25.187 -25.054 -24.920 -24.787 -24.653 -24.520 -24.387 -24.253 -24.120 -23.986 -23.853 -23.720 -23.586 -23.453 -23.319 -23.186 -23.052 -22.919 -22.786 -22.652 -22.519 -22.385 -22.252 -22.118 -21.985 -21.852 -21.718 -21.585 -21.451 -21.318 -21.185 -21.051 -20.918 -20.784 -20.651 -20.517 -20.384 -20.251 -20.117 -19.984 -19.850 -19.717 -19.584 -19.450 -19.317 -19.183 -19.050 -18.916 -18.783 -18.650 -18.516 -18.383 -18.249 -18.116 -17.983 -17.849 -17.716 -17.582 -17.449 -17.315 -17.182 -17.049 -16.915 -16.782 -16.648 -16.515 -16.382 -16.248 -16.115 -15.981 -15.848 -15.714 -15.581 -15.448 -15.314 -15.181 -15.047 -14.914 -14.781 -14.647 -14.514 -14.380 -14.247 -14.113 -13.980 -13.847 -13.713 -13.580 -13.446 -13.313 -13.179 -13.046 -12.913 -12.779 -12.646 -12.512 -12.379 -12.246 -12.112 -11.979 -11.845 -11.712 -11.578 -11.445 -11.312 -11.178 -11.045 -10.911 -10.778 -10.645 -10.511 -10.378 -10.244 -10.111 -9.977 -9.844 -9.711 -9.577 -9.444 -9.310 -9.177 -9.044 -8.910 -8.777 -8.643 -8.510 -8.376 -8.243 -8.110 -7.976 -7.843 -7.709 -7.576 -7.443 -7.309 -7.176 -7.042 -6.909 -6.775 -6.642 -6.509 -6.375 -6.242 -6.108 -5.975 -5.842 -5.708 -5.575 -5.441 -5.308 -5.174 -5.041 -4.908 -4.774 -4.641 -4.507 -4.374 -4.240 -4.107 -3.974 -3.840 -3.707 -3.573 -3.440 -3.307 -3.173 -3.040 -2.906 -2.773 -2.639 -2.506 -2.373 -2.239 -2.106 -1.972 -1.839 -1.706 -1.572 -1.439 -1.305 -1.172 -1.038 -0.905 -0.772 -0.638 -0.505 -0.371 -0.238 -0.105 0.029 0.162 0.296 0.429 0.563 0.696 0.829 0.963 1.096 1.230 1.363 1.496 1.630 1.763 1.897 2.030 2.164 2.297 2.430 2.564 2.697 2.831 2.964 3.098</array>
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                <scalar dictRef="v:ion">2</scalar>
            </module>
        </module>
    </comment>






Template definition



<record repeat="6" />
<templateList>  <template id="closedshell" pattern="\s*(-?\d+\.\d+(?:E(?:\+|-)?)?\d+\s*){3}" endPattern="~">    <templateList>      <template id="totals" pattern="\s*(-?\d+\.\d+(?:E(?:\+|-)?)?\d+\s*){3}" endPattern="(\s+\S+){2}\s+\d+(\s+\S+){2}\s*" endPattern2="~">        <record repeat="*" makeArray="true">{F,v:dosenergy}{E,v:totalspin1}.*</record>        <transform process="pullup" xpath=".//cml:list/*" />
                </template>      <template id="partials" pattern="(\s+\S+){2}\s+\d+(\s+\S+){2}\s*" endPattern="(\s+\S+){2}\s+\d+(\s+\S+){2}\s*" endPattern2="~" repeat="*">        <record repeat="1" />        <templateList>          <template pattern=".*" endPattern=".*" endPattern2="~" repeat="*">            <record>{F,v:dosenergy}{1_17E,v:spin}</record>            <transform process="split" xpath=".//cml:array[@dictRef='v:spin']" dictRef="v:spin" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:spin']" dictRef="v:spin1" />
                        </template>
                    </templateList>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:dosenergy']" dictRef="v:dosenergy" />        <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='v:spin1']" dictRef="v:partialspin1" />        <transform process="move" xpath=".//cml:array" to="." />        <transform process="move" xpath=".//cml:matrix" to="." />        <transform process="delete" xpath=".//cml:list" />        <transform process="delete" xpath=".//cml:module[count(*)=0]" />
                </template>
            </templateList>
        </template>  <template id="openshell" pattern="\s*(-?\d+\.\d+(?:E(?:\+|-)?)?\d+\s*){5}" endPattern="~">    <templateList>      <template id="totals" pattern="\s*(-?\d+\.\d+(?:E(?:\+|-)?)?\d+\s*){5}" endPattern="(\s+\S+){2}\s+\d+(\s+\S+){2}\s*" endPattern2="~">        <record repeat="*" makeArray="true">{F,v:dosenergy}{E,v:totalspin1}{E,v:totalspin2}.*</record>        <transform process="pullup" xpath=".//cml:list/*" />
                </template>      <template id="partials" pattern="(\s+\S+){2}\s+\d+(\s+\S+){2}\s*" endPattern="(\s+\S+){2}\s+\d+(\s+\S+){2}\s*" endPattern2="~" repeat="*">        <record repeat="1" />        <templateList>          <template pattern=".*" endPattern=".*" endPattern2="~" repeat="*">            <record>{F,v:dosenergy}{1_33E,v:spin}</record>            <transform process="split" xpath=".//cml:array[@dictRef='v:spin']" dictRef="v:spin" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:spin'][position() mod 2 = 1]" dictRef="v:spin1" />            <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:spin']" dictRef="v:spin2" />
                        </template>
                    </templateList>        <transform process="createArray" xpath="." from=".//cml:scalar[@dictRef='v:dosenergy']" dictRef="v:dosenergy" />        <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='v:spin1']" dictRef="v:partialspin1" />        <transform process="createMatrix" xpath="." from=".//cml:array[@dictRef='v:spin2']" dictRef="v:partialspin2" />        <transform process="move" xpath=".//cml:array" to="." />        <transform process="move" xpath=".//cml:matrix" to="." />        <transform process="delete" xpath=".//cml:list" />        <transform process="delete" xpath=".//cml:module[count(*)=0]" />
                </template>
            </templateList>
        </template>
    </templateList>
<transform process="pullup" xpath=".//cml:module[@cmlx:templateRef='closedshell' or @cmlx:templateRef='openshell']/cml:module" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
<transform process="delete" xpath=".//cml:list[count(*)=0]" />
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From CML to HTML5 report



	AMS / ADF
	General Info

	Atoms and Basis Sets

	Molecular Info

	Modules
	Bonding energy

	Fit test

	MOs / SFO gross populations

	MOs Energies

	Mulliken Atomic Charges

	Multipole Derived Atomic Charges

	Quadrupole Moment

	S**2

	Vibrational Frequencies and Intensities

	IR spectrum

	Zero Point Energy

	Thermochemistry

	Final Excitation Energies

	Rotatory Strengths

	NMR Shielding Tensors

	Timing

	Input file









	Amber
	General Info

	Settings

	Atomic coordinates

	Modules
	Averages

	Timing









	CASTEP
	General Info

	Settings

	Atomic coordinates

	Molecular Info

	Modules
	Energies

	Mulliken Atomic Charges

	Graphs

	Timing









	Gaussian
	General Info

	Atoms and Basis Sets

	Molecular Info

	Modules
	Energies

	Spin

	IR spectrum

	Mulliken atomic charges

	Dipole / Multipole moment

	Electronic coupling for Excitation Energy Transfer

	Final Excitation Energies









	GROMACS
	General Info

	Settings

	Atomic coordinates

	Modules
	Energies

	Timing









	GronOR
	General Info

	Molecular Info
	Molecular Info





	Atomic coordinates

	Modules
	NOCI energies and wave functions

	Timing results









	GRRM
	General Info

	Atomic coordinates

	Molecular Info

	Modules
	Electronic Energy

	S**2

	Frequencies

	Thermochemistry

	Intrinsic Reaction Coordinate









	LAMMPS
	General Info

	Settings

	Atomic coordinates

	Modules
	Step resume

	Molecular dynamics

	Timing









	Molcas
	General Info

	Atomics and Basis Sets

	Molecular Info
	Symmetry information

	Molecular Info

	Solvation input

	Integrals

	Bond distances

	Restrictions in the Geometry Optimization





	Modules
	Wave function specification

	Orbital specifications

	CI expansion specifications

	Energies

	Wave functions / Weights of the most important CSFs

	Natural Occupation numbers

	Mulliken Spin Population

	Electrostatic moments

	Population analysis / Mulliken atomic charges

	Single-State CASPT2

	Final energy

	HZERO

	Harmonic frequencies

	IR spectrum / Vibrational frequencies

	Multipole Expansion Analysis

	LoProp Analysis









	Mopac
	General Info

	Molecular Info
	Molecular Info





	Atomic coordinates

	Modules
	IR spectrum / Vibrational frequencies

	Final results - energies









	Orca
	General Info

	Modules
	Atomic coordinates

	Molecular Info
	Bond distances

	Solvation input

	Restrictions in the Geometry Optimization





	Total SCF energy

	IR spectrum / Vibrational frequencies

	Population analysis

	Electrostatic moments

	Broken symmetry magnetic coupling analysis

	Frontier orbitals

	Natural orbitals

	NMR Shielding tensors

	TDHF / TDDFT

	g-matrix and ZFS

	Final results









	QuantumEspresso
	General Info

	Settings

	Atoms and Basis Sets

	Molecular Info
	LDA+U calculation

	Kpoint list

	Point group





	Modules
	Forces

	Energies

	Magnetic moment per site

	Eigenvalues

	Projects wavefunctions onto orthogonalized atomic wavefunctions

	Frequencies

	Absorption spectra

	Band structure

	Projected DOS

	Phonon dispersion

	Phonon DOS









	SIESTA
	General Info

	Settings

	Atoms and lattice vectors

	Molecular Info

	Modules
	Energies

	Pressure

	Timing









	Turbomole
	General Info

	Atoms and Basis Sets

	Molecular Info

	Modules
	Population analysis

	Electrostatic moments

	Orbital specification

	Final results

	IR spectrum

	TDDFT/TDHF









	Vasp
	General Info

	Settings

	Atoms info

	Molecular Info

	Modules
	Energies

	Eigenvalues

	DOS

	Magnetization

	Vibrations

	Structure

	Band structure
















          

      

      

    

  

  
    

    AMS / ADF
    

    

   


  

    
      
          
            
  
AMS / ADF


General Info


ADF - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/1722



	Program

	program.header template

	ADF 2007



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	H 1 O 40 P 1 Ti 1 W 11



	Calculation type

	Custom logic  1

	Geometry optimization Minimum



	Method

	DFT

	DFT







ADF - General Info - Additional fields (if thermochemistry module exists)






	Field

	Source

	Sample value





	Temperature

	<scalar dictRef=”cc:temp”>

	300 K



	Pressure

	<scalar dictRef=”cc:press”>

	1.0 atm






[image: ../_images/ADF_header.png]


Atoms and Basis Sets

After header section, our HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms, basis used and contraction.

In geometry optimizations calculations, next to geometry section header there will appear the word (optimized), pointing that this geometry is the last one from all optimization steps and has converged.

If the geometry optimization did not converge, there will appear the phrase (calculation did not converge).

If there are multiple geometries we’ll capture them acording with the following table order :


Atomic coordinates - Possible candidates (most important first)





	Section

	Note





	<module cmlx:templateRef=”geometry.cycle”>

	Latest geometry cycle(Coordinates on Input orientation)



	<module cmlx:templateRef=”geometry.cycle”>

	Lastest geom.opt. (Coordinates)



	<module cmlx:templateRef=”quild.coord”>

	Latest quild iteration



	<module cmlx:templateRef=”nuclear.coordinates”>

	NMR geometry



	<module cmlx:templateRef=”geometry”>

	Single point initial geometry






[image: ../_images/ADF_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info - Main fields






	Field

	Source

	Description





	Spin polarization

	<scalar dictRef=”a:spinPolarization”>

	Variable found inside logfile module (last instance is captured)



	Multiplicity

	Depends on spin polarization

	If spin polarization exists, multiplicity = spinpolarization + 1, otherwise multiplicity = 1



	Charge

	<scalar dictRef=”a:charge”>

	Variable found inside logfile module (last instance is captured)



	Solvation

	<module cmlx:templateRef=”solvation”>

	Solvation parameters






[image: ../_images/ADF_molecularinfo.png]


Modules


Bonding energy

Data source: <module cmlx:templateRef=’bonding.energy’>

[image: ../_images/ADF_module_bondingenergies.png]


Fit test

Data source: <module cmlx:templateRef=’fit.test’>

[image: ../_images/ADF_module_fittest.png]


MOs / SFO gross populations

Data source: <module cmlx:templateRef=’molecular-orbitals’>

[image: ../_images/ADF_module_molecularorbitals.png]


MOs Energies

Data source: <module cmlx:templateRef=’orbital.energies’>

Data source: <module cmlx:templateRef=’orbital.energies.spin’>

[image: ../_images/ADF_module_orbitalenergies.png]
Data source: <module cmlx:templateRef=’orbital.energies.spin’>

[image: ../_images/ADF_module_orbitalenergiesspin.png]


Mulliken Atomic Charges

Data source <module cmlx:templateRef=’mulliken’>

[image: ../_images/ADF_module_mullikenatomiccharges.png]


Multipole Derived Atomic Charges

Data source: <module cmlx:templateRef=’atomic.charges’>

Data source: <module cmlx:templateRef=’atomic.charges.spin’>

Data source: <module cmlx:templateRef=’spin.density’>

[image: ../_images/ADF_module_multipolederivedatomiccharges.png]
[image: ../_images/ADF_module_multipolederivedatomiccharges2.png]
[image: ../_images/ADF_module_multipolederivedatomiccharges3.png]


Quadrupole Moment

Data source: <module cmlx:templateRef=’quadrupole.moment’>

[image: ../_images/ADF_module_quadrupolemoment.png]


S**2

Data source: <module cmlx:templateRef=”s2”>

[image: ../_images/ADF_module_s2.png]


Vibrational Frequencies and Intensities

Data source: <module cmlx:templateRef=’intensities’>

[image: ../_images/ADF_module_intensities.png]


IR spectrum

Data source: <module cmlx:templateRef=’vibrations’>

This module will display JSpecView + JSmol plugins (using javascript libraries) working together to represent molecule IR spectrum.

[image: ../_images/ADF_module_frequencies.png]


Zero Point Energy

Data source:


	<module cmlx:templateRef=”zeropoint”><scalar dictRef=”cc:zeropoint”>




[image: ../_images/ADF_module_zeropointenergy.png]


Thermochemistry

Data source: <module cmlx:templateRef=’thermochemistry’>

[image: ../_images/ADF_module_thermochemistry.png]


Final Excitation Energies

Data source: <module cmlx:templateRef=’excitation.energy’>

[image: ../_images/ADF_module_finalexcitationenergies.png]


Rotatory Strengths

Data source: <module cmlx:templateRef=’excitation.energy’>

[image: ../_images/ADF_module_rotatory_str.png]


NMR Shielding Tensors

Data source: <module cmlx:templateRef=’nmr’>

[image: ../_images/ADF_module_nmr.png]


Timing

Data source: <module cmlx:templateRef=’timing’>

[image: ../_images/ADF_module_timing.png]


Input file

Data source: <module cmlx:templateRef=’input.file’>

[image: ../_images/ADF_module_inputfile.png]

	1

	string adf:getCalcType string runtype boolean hasVibrations boolean isMininum boolean isQuild boolean isNMR

$runtype        Refers to <scalar dataType="xsd:string" dictRef="cc:runtype">
$hasVibrations  Exists module <module cmlx:templateRef="vibrations" > ?
$isMinimum      All frequencies from <module cmlx:templateRef="vibrations" > are positive?
$isQuild        Exists module <module cmlx:templateRef="quild.iteration" > ?
$isNMR          Exists module <module cmlx:templateRef="nucleus" > ?


<!-- Calculation type related constants -->
<xsl:variable name="adf:GeometryOptimization" select="'Geometry optimization'" />
<xsl:variable name="adf:SinglePoint" select="'Single point'" />
<xsl:variable name="adf:TransitionState" select="'TS'" />
<xsl:variable name="adf:Frequencies" select="'Frequencies'" />
<xsl:variable name="adf:Minimum" select="'Minimum'"/>
<xsl:variable name="adf:Quild" select="'Quild'" />
<xsl:variable name="adf:NMR" select="'NMR'" />

<!-- Calculation type variables -->
<xsl:variable name="calcType" select="
    if(compare($runType,'GEOMETRY OPTIMIZATION') = 0)
        then $adf:GeometryOptimization
    else
        if(compare($runType,'SINGLE POINT') = 0)
            then $adf:SinglePoint
        else
            if(compare($runType,'TRANSITION STATE') = 0)
                then $adf:TransitionState
            else
                if(compare($runType,'FREQUENCIES') = 0)
                    then $adf:Frequencies
                else
                    $adf:SinglePoint" />

<xsl:variable name="vibrations" select="
    if($hasVibrations)
        then if($isMinimum)
                then concat(' ', $adf:Minimum)
             else
                 if(compare($calcType,$adf:TransitionState) != 0)
                     then concat(' ',$adf:TransitionState)
                 else
                     ''
    else ''" />

<xsl:variable name="quild" select="
    if($isQuild)
        then concat(' ',$adf:Quild)
    else
        ''" />

<xsl:variable name="nmr" select="
    if($isNMR)
        then concat(' ',$adf:NMR)
    else
        ''"
/>
<xsl:sequence select="concat($calcType, $vibrations, $quild, $nmr)"/>
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Amber

For this specific format, the most relevant information is the trajectory file in its NetCDF binary form (.nc), mandatory on all uploads. ioChem-BD won’t render such files but keep them inside the platform for its later download.


General Info


Amber - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/5672



	Program

	header template

	Amber 18



	Author

	Username fullname

	Doe, John



	Calculation type

	Custom logic  1

	Molecular Dynamics (NPT)






[image: ../_images/AMBER_header.png]


Settings

This section captures initialization settings like starting time, timestep used, pressure and temperature regulation, etc.

Data source: <module cmlx:templateRef=’control’>

[image: ../_images/AMBER_settings.png]


Atomic coordinates

After settings, our HTML resume will output a coordinates table with current molecule atoms and its cell dimensions.

For every atom, we will output it’s serial number, atom type, coordinates in cartesian and fractional modes, in angstroms.

Information its read from parameter/topology file specification and trajectory restart file. Solvent atoms will be discarded.

[image: ../_images/AMBER_geometry.png]


Modules


Averages

Data sources:


	<module cmlx:templateRef=’averages’>


	<module cmlx:templateRef=’results’>




[image: ../_images/AMBER_module_averages.png]


Timing

Data source: <module cmlx:templateRef=’timing’>

[image: ../_images/AMBER_module_timing.png]

	1

	string amber:getMethod string imin string ntt string ntp

$imin  Variable imin from module <module cmlx:templateRef="control" >
$ntt  Variable ntt from module <module cmlx:templateRef="control" >
$ntp  Variable ntp from module <module cmlx:templateRef="control" >

<!-- Calculation type related constants -->
<xsl:variable name="am:GeometryOptimization">Geometry optimization</xsl:variable>
<xsl:variable name="am:npt">NPT</xsl:variable>
<xsl:variable name="am:nvt">NVT</xsl:variable>
<xsl:variable name="am:nve">NVE</xsl:variable>

<xsl:param name="imin" />
<xsl:param name="ntp" />
<xsl:param name="ntt" />

<xsl:choose>
    <xsl:when test="exists($imin) and number($imin) = 1">
        <xsl:value-of select="$am:GeometryOptimization" />
    </xsl:when>
    <xsl:when test="exists($ntp) and number($ntp) &gt; 0">
        <xsl:value-of select="$am:npt"/>
    </xsl:when>
    <xsl:otherwise>
        <xsl:choose>
            <xsl:when test="exists($ntt) and number($ntt) = 0">
                <xsl:value-of select="$am:nve"/>
            </xsl:when>
            <xsl:otherwise>
                <xsl:value-of select="$am:nvt"/>
            </xsl:otherwise>
        </xsl:choose>
    </xsl:otherwise>
</xsl:choose>
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CASTEP

For this specific format, the minimum required files are:


	A user defined input file (.param).


	A cell file (.cell), with the atomic cooordinates, cell dimensions and kpoints used in the calculation.


	The generated resume output file (.castep).





Note

CASTEP allows to change the default units used inside the calculation and printed in its output file. The current ioChem-BD release supports the default units only.

The geometry optimization method used must be BFGS, the default one. Damped molecular dynamics optimizations are not supported.

Geometry optimization calculations generate a .geom file that must be also appended when uploading it to ioChem-BD, otherwise the optimized geometry won’t be available in the final resume.

All generated CASTEP graph files .xcd can be attached to the upload process and its content will be rendered in the final resume.




General Info


CASTEP - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/5672



	Program

	program.header template

	CASTEP 2021 HF1



	Author

	Username fullname

	Doe, John



	Calculation type

	Custom logic  1

	Geometry optimization






[image: ../_images/CASTEP_header.png]


Settings

This section captures initialization settings like units used, geometry optimization parameters, exchange correlation parameters, etc.

Data source: <module cmlx:templateRef=’parameters’>

[image: ../_images/CASTEP_settings.png]


Atomic coordinates

After settings, our HTML resume will output cell dimensions and an xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms in cartesian and fractional types.

Information is read from geometry steps file or from atoms section.

On geometry optimization calculations it will indicate if it converged along with the initial and final geometries.

[image: ../_images/CASTEP_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info - Main fields






	Field

	Source

	Description





	Point group

	<scalar dictRef=”cc:pointgroup”>

	Variable found inside Symmetry and Constraints section



	Space group

	<scalar dictRef=”ca:spacegroup”>

	Variable found inside Symmetry and Constraints section



	k-point

	Read from castep.cell

	K-point list and its weight, defined inside .cell file






[image: ../_images/CASTEP_molecularinfo.png]


Modules


Energies

Data source:


	<module cmlx:templateRef=’step’>


	<module cmlx:templateRef=’enthalpy’>




[image: ../_images/CASTEP_module_energies.png]


Mulliken Atomic Charges

Data source:


	<module cmlx:templateRef=’mulliken’>




[image: ../_images/CASTEP_module_mulliken.png]


Graphs

Data source:


	.xcd files attached to the calculation during its upload.




It can contain geometry optimization step parameters, density of states or band gap graphs.

[image: ../_images/CASTEP_module_graph.png]
[image: ../_images/CASTEP_module_graph2.png]
[image: ../_images/CASTEP_module_graph3.png]


Timing

Data sources:


	<module cmlx:templateRef=’timing’>




[image: ../_images/CASTEP_module_timing.png]

	1

	string ca:getCalcType string setup

$setup          Refers to all read elements from <module cmlx:templateRef="parameters">

<xsl:variable name="ca:minimize">Geometry optimization</xsl:variable>
<xsl:variable name="ca:spectroscopy">Electronic spectroscopy</xsl:variable>

<xsl:function name="ca:getCalcType">
    <xsl:param name="setup"  />

    <xsl:variable name="type" select="ca:getParameter($setup, 'type of calculation')" />
    <xsl:choose>
        <xsl:when test="matches($type, 'geometry optimization')">
            <xsl:value-of select="$ca:minimize"/>
        </xsl:when>
        <xsl:when test="matches($type, 'Electronic Spectroscopy')">
            <xsl:value-of select="$ca:spectroscopy"/>
        </xsl:when>
        <xsl:otherwise><xsl:text>N/A</xsl:text></xsl:otherwise>
    </xsl:choose>
</xsl:function>

<xsl:function name="ca:getParameter">
    <xsl:param name="setup" />
    <xsl:param name="name" />
    <xsl:copy-of select="$setup/cml:parameter/cml:scalar[@dictRef='x:label'][text()=$name]/following-sibling::cml:scalar[@dictRef='x:value']"/>
</xsl:function>
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Gaussian


General Info


Gaussian - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/1722



	Program

	<scalar dictRef=”cc:program”>

<scalar dictRef=”cc:program”>


	Gaussian 09



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	H 1 O 40 P 1 Ti 1 W 11



	Calculation type

	Custom logic  1

	Geometry optimization Minimum



	Method

	DFT

	DFT







Gaussian - General Info with additional fields (if thermochemistry module exists)






	Field

	Source

	Sample value





	Temperature

	<scalar dictRef=”cc:temp”>

	298.15 K



	Pressure

	<scalar dictRef=”cc:press”>

	1.0 atm






[image: ../_images/GAUSSIAN_header.png]
[image: ../_images/GAUSSIAN_header2.png]


Atoms and Basis Sets

After header section, our HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms, basis used and core, or simply basis.

In geometry optimizations calculations, next to geometry section header there will appear the word (optimized), pointing that this geometry is the last one from all optimization steps and has converged.

If the geometry optimization did not converge, there will appear the phrase (calculation did not converge).

If there are multiple geometries we’ll capture it’s last appearance.

[image: ../_images/GAUSSIAN_geometry.png]
[image: ../_images/GAUSSIAN_geometry2.png]
[image: ../_images/GAUSSIAN_geometry3.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info - Main fields






	Field

	Source

	Description





	Multiplicity

	Appears in


	qmm module <array dictRef=”g:multiplicity”>


	l101.zmat module


	l101.zmata module


	l9999.archive module <scalar @dictRef=’x:spinMultiplicity’>





	


	Charge

	It can appear on same places that multiplicity field and also in l9999.archive module

	


	QMMM

	<module cmlx:templateRef=”l101.qmmm”>

	


	Frozen section

	<module cmlx:templateRef=”l101.modredundant”>

	


	Point group

	<module cmlx:templateRef=”l202.stoich”>

	


	Solvation

	<module cmlx:templateRef=”l301.pcm.standard”>

	Solvation parameters






[image: ../_images/GAUSSIAN_molecularinfo.png]
[image: ../_images/GAUSSIAN_molecularinfo2.png]


Modules


Energies

Data source: <scalar dictRef=’g:rbhflyp’>

Data source: <scalar dictRef=’cc:dispenergy’>

Data source: <module cmlx:templateRef=’l120’>

Data source: <module cmlx:templateRef=’l122’>

Data source: <module cmlx:templateRef=’l716.zeropoint’>

Data source: <module cmlx:templateRef=’l9999.archive’>

[image: ../_images/GAUSSIAN_module_energies.png]
[image: ../_images/GAUSSIAN_module_energies1.png]


Spin

Data source: <module cmlx:templateRef=’l601.mullikenspin’>

Data source: <scalar dictRef=’cc:spincontamination’>

[image: ../_images/GAUSSIAN_module_l601_mullikenspin.png]


IR spectrum

Data source: <module cmlx:templateRef=’l716.freq.chunkx’>

This module will display JSpecView + JSmol plugins (using javascript libraries) working together to represent molecule IR spectrum.

[image: ../_images/GAUSSIAN_module_frequencies.png]


Mulliken atomic charges

Data source: <module cmlx:templateRef=’mulliken’>

[image: ../_images/GAUSSIAN_module_mulliken.png]


Dipole / Multipole moment

Data source: <module cmlx:templateRef=”multipole”>

[image: ../_images/GAUSSIAN_module_dipole_moment.png]


Electronic coupling for Excitation Energy Transfer

Data source: <module cmlx:templateRef=”l925”>

[image: ../_images/GAUSSIAN_module_eet.png]


Final Excitation Energies

Data source: <module cmlx:templateRef=’l914’>

[image: ../_images/GAUSSIAN_module_finalexcitationenergies.png]

	1

	string gaussian:getCalcType boolean isOptimization boolean hasStationaryPoint boolean hasMinimum boolean isEET

$isOptimization       Exists module <module cmlx:templateRef="l103" > ?
$hasStationaryPoiny   'Stationary point found' appears in <module cmlx:templateRef="l103.optimizedparam" > ?
$hasMinimum           'Search for a local minimum' appears in <module cmlx:templateRef="l103.localminsaddle" > ?
$isEET                Exists module <module cmlx:templateRef="l925" > ?


<!-- Calculation type related constants -->

<xsl:param name="isOptimization" as="xs:boolean"/>
<xsl:param name="hasStationaryPoint" as="xs:boolean"/>
<xsl:param name="hasMinimum" as="xs:boolean"/>
<xsl:param name="isEET" as="xs:boolean"/>

<xsl:choose>
    <xsl:when test="$isEET">
        <xsl:sequence select="'Excitation energy transfer'"/>
    </xsl:when>
    <xsl:otherwise>
        <xsl:variable name="calcType" select="if($isOptimization) then 'Geometry optimization' else 'Single point'"/>
        <xsl:choose>
            <xsl:when test="$hasStationaryPoint">
                <xsl:variable name="hasMinimum" select="if($hasMinimum) then ' Minimum' else ' TS'"/>
                <xsl:sequence select="concat($calcType, ' ' , $hasMinimum)"/>
            </xsl:when>
            <xsl:otherwise>
                <xsl:sequence select="concat($calcType, ' Structure')"/>
            </xsl:otherwise>
        </xsl:choose>
    </xsl:otherwise>
</xsl:choose>














          

      

      

    

  

  
    

    GROMACS
    

    

   


  

    
      
          
            
  
GROMACS

For this specific format, the most relevant information is the trajectory file in its binary form (.xtc), mandatory on all uploads. ioChem-BD won’t render such files but keep them inside the platform for its later download.


General Info


GROMACS - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/5672



	Program

	program.header template

	GROMACS 5.0.2



	Author

	Username fullname

	Doe, John



	Calculation type

	Fixed value (method used)  1

	Molecular Dynamics (NPT)






[image: ../_images/GROMACS_header.png]


Settings

This section captures initialization settings like starting time, timestep used, coupling groups, etc.

Data source: <module cmlx:templateRef=’input.parameters’>

[image: ../_images/GROMACS_settings.png]


Atomic coordinates

After settings, our HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms.

Information its read from molecular structure file.

[image: ../_images/GROMACS_geometry.png]


Modules


Energies

Data source: <module cmlx:templateRef=’averages’>

[image: ../_images/GROMACS_module_energies.png]


Timing

Data sources:


	<module cmlx:templateRef=’hardware’>


	<module cmlx:templateRef=’summary’>


	<module cmlx:templateRef=’accounting’>




[image: ../_images/GROMACS_module_timing.png]

	1

	string gromacs:getCalcType string tcoupl string pcoupl

$tcoupl  Variable tcoupl from module <module cmlx:templateRef="input" >
$pcoupl  Variable pcoupl from module <module cmlx:templateRef="input" >

<!-- Calculation type related constants -->
<xsl:variable name="gm:npt">NPT</xsl:variable>
<xsl:variable name="gm:nvt">NVT</xsl:variable>
<xsl:variable name="gm:nve">NVE</xsl:variable>

<xsl:param name="tcoupl"  />
<xsl:param name="pcoupl" />

<xsl:choose>
    <xsl:when test="not(exists($pcoupl)) or lower-case(gm:trim($pcoupl/text())) = 'no'">
        <xsl:choose>
            <xsl:when test="not(exists($tcoupl)) or lower-case(gm:trim($tcoupl/text())) = 'no'">
                <xsl:value-of select="$gm:nve"/>
            </xsl:when>
            <xsl:otherwise>
                <xsl:value-of select="$gm:nvt"/>
            </xsl:otherwise>
        </xsl:choose>
    </xsl:when>
    <xsl:otherwise>
        <xsl:value-of select="$gm:npt"/>
    </xsl:otherwise>
</xsl:choose>
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GronOR


General Info


GronOR - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/5672



	Program

	environment template

	GronOR 21.00 (under active development)



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	C 8 N 6 H 4 S 4



	Calculation type

	Fixed value

	NOCI



	Method

	environment template.

	NOCI-Fragments






[image: ../_images/GRONOR_header.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info


Molecular Info - Main fields






	Field

	Source

	Sample value





	Charge

	Readed from initialization module.

	0.000



	Multiplicity

	Readed from initialization module.

	3



	Fragment wave functions

	Readed from dimensions section in initialization module.

	


	MBEFs

	Readed from initialization module.

	





[image: ../_images/GRONOR_molecularinfo.png]



Atomic coordinates

After header section, our HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms and contracted basis set.

Initially its read from geometry module.

[image: ../_images/GRONOR_geometry.png]


Modules


NOCI energies and wave functions

This module will display Hamiltonian, Overlap and Electronic Couplings matrices.

Data source: <module dictRef=’cc:calculation’>

[image: ../_images/GRONOR_noci_section1.png]


Timing results

Data source: <module dictRef=’cc:finalization’> and <module id=’environment’> .

[image: ../_images/GRONOR_timing.png]
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GRRM


General Info


GRRM - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/5672



	Program

	program.header template

	GRRM 23



	Author

	Username fullname

	Doe, John



	Calculation type

	Custom value

	SC-AFIR2



	Method

	Fixed value (method used)

	DFT (B3LYP)



	Symmetry

	<scalar dictRef=”cc:pointgroup”>

	C2v



	Temperature

	<scalar dictRef=”cc:temp”>

	298.15K



	Pressure

	<scalar dictRef=”cc:press”>

	1.00 atm






[image: ../_images/GRRM_header.png]
[image: ../_images/GRRM_header2.png]


Atomic coordinates

The HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms.


Atomic coordinates - Possible candidates





	Section

	Note





	<module cmlx:templateRef=”irc”>

	Intrinsic Reaction Coordinate module



	<module cmlx:templateRef=”structure”>

	Initial structure



	<module cmlx:templateRef=”final-geometry”>

	Optimized structure



	<module cmlx:templateRef=”opt”>

	Opimization module



	<module cmlx:templateRef=”frequencies”>

	Frequency module






[image: ../_images/GRRM_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info - Main fields






	Field

	Source

	Sample value





	Multiplicity

	<scalar dictRef=”cc:multiplicity”>

	1



	Charge

	<scalar dictRef=”cc:charge”>

	0






[image: ../_images/GRRM_molecularinfo.png]


Modules


Electronic Energy

Data sources:


	<module cmlx:templateRef=”final-geometry”><scalar dictRef=”cc:energy”>


	<module cmlx:templateRef=”opt”><scalar dictRef=”cc:energy”>


	<module cmlx:templateRef=”structure”><scalar dictRef=”cc:energy”>




[image: ../_images/GRRM_module_energy.png]


S**2

Data sources:


	<module cmlx:templateRef=”final-geometry”><scalar dictRef=”cc:s2”>


	<module cmlx:templateRef=”opt”><scalar dictRef=”cc:s2”>


	<module cmlx:templateRef=”structure”><scalar dictRef=”cc:s2”>




[image: ../_images/GRRM_module_s2.png]


Frequencies

Data sources: <module cmlx:templateRef=”frequencies”>

[image: ../_images/GRRM_module_frequencies.png]


Thermochemistry

Data sources: <module cmlx:templateRef=”frequencies”>

[image: ../_images/GRRM_module_thermochemistry.png]


Intrinsic Reaction Coordinate

Data sources: <module cmlx:templateRef=”irc”>

[image: ../_images/GRRM_module_irc.png]
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LAMMPS

For this specific format, the minimum required files are:


	A user defined input file.


	A data file with the initial atomic cooordinates and cell dimensions, used with the read_data command.


	The output file generated by LAMMPS, named log.lammps by default.


	A (g)zipped file with all the generated trajectories, or in its absence, a single file with all the trajectories in it, created with the dump command.





Note

LAMMPS allows to run the read_data command multiple times to compose the final atoms of the system. ioChem-BD only supports one data file to be uploaded to the platform. Additionals files used to compose the final geometry with the commands read_restart and create_atoms are currently not supported.

Almost all of the atom_styles [https://docs.lammps.org/read_data.html#format-of-the-body-of-a-data-file] are supported except hybrid and tdpd.

All units parameter values are supported and the report will display units accordingly.

The platform will render the trajectory files in the HTML report and also keep them inside the platform for its later download. Additionally will derive from them a file called multistep.cif holding all the steps in CIF format.




General Info


LAMMPS - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/5672



	Program

	program.header template

	LAMMPS 29 Oct 2020



	Author

	Username fullname

	Doe, John



	Calculation type

	Custom logic  1  2

	Molecular Dynamics (NPT) (T=Nose-Hoover, P=Nose-Hoover)






[image: ../_images/LAMMPS_header.png]


Settings

This section captures initialization settings like units used, potentials, boundaries style, time, timestep used, etc.

Data source: <module cmlx:templateRef=’setup’>

[image: ../_images/LAMMPS_settings.png]


Atomic coordinates

After settings, our HTML resume will output cell dimensions and an xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms in cartesian and fractional types.

Information its read from read_data structure file and parsed based on the atom_style defined.

[image: ../_images/LAMMPS_geometry.png]


Modules


Step resume

Data source: <module cmlx:templateRef=’steps’>

This section is composed of a summary table with the energies for every timestep along with the thermodyamic conditions (pressure and temperature) and cell dimension evolution (length and angles).

Next to it a dynamic graph will display those table values, grouping them by type.

[image: ../_images/LAMMPS_module_energies.png]
[image: ../_images/LAMMPS_module_energies_2.png]


Molecular dynamics

Data source: Trajectory steps extracted from the original LAMMPS trajectory file.

The provided steps are uncompressed, converted into CIF format and concatenated into a single file called *multistep.cif*.

To render it, users will select the desired clip and click the Play button to load it.

The number of rendered images per clip will be based on the size of the contained molecule. On large molecules (+1000 atoms), the animation will render 50 steps per clip, otherwise there will be 200 steps per clip.

[image: ../_images/LAMMPS_module_md.png]


Timing

Data sources:


	<module cmlx:templateRef=’mpi’>


	<module cmlx:templateRef=’walltime’>


	<module cmlx:templateRef=’performance’>




[image: ../_images/LAMMPS_module_timing.png]

	1

	string l:getMethod string setup

$setup          Refers to all defined setup parameters from <module cmlx:templateRef="setup">

<xsl:variable name="l:npt.regex">.*\s+npt.*</xsl:variable>
<xsl:variable name="l:nvt.regex">.*\s+(nvt.*|langevin.*|temp/.*)\s+.*</xsl:variable>
<xsl:variable name="l:nvt.pairstyle.regex">.*\s+(dpd/tstat.*)\s+.*</xsl:variable>
<xsl:variable name="l:nph.regex">.*\s+nph\s+.*</xsl:variable>
<xsl:variable name="l:nve.regex">.*\s+nve\s*.*</xsl:variable>

<xsl:variable name="l:minimize">Geometry optimization</xsl:variable>
<xsl:variable name="l:md">Molecular Dynamics</xsl:variable>
<xsl:variable name="l:npt">NPT</xsl:variable>
<xsl:variable name="l:nvt">NVT</xsl:variable>
<xsl:variable name="l:nph">NPH</xsl:variable>
<xsl:variable name="l:nve">NVE</xsl:variable>

<xsl:function name="l:getMethod">
        <xsl:param name="setup"  />
        <xsl:variable name="methods">
                <xsl:if test="exists(l:getParameter($setup, 'minimize'))">
                    <xsl:value-of select="$l:minimize"/><xsl:value-of select="'|'"/>
                </xsl:if>

                <xsl:for-each select="l:getParameter($setup, 'pair_style')">
                    <xsl:if test="matches(.,$l:nvt.pairstyle.regex)">
                        <xsl:value-of select="$l:nvt"/><xsl:value-of select="'|'"/>
                    </xsl:if>
               </xsl:for-each>

                <xsl:for-each select="l:getParameter($setup, 'fix')">
                    <xsl:choose>
                        <xsl:when test="matches(., $l:npt.regex)"><xsl:value-of select="$l:npt"/><xsl:value-of select="'|'"/></xsl:when>
                        <xsl:when test="matches(., $l:nvt.regex)"><xsl:value-of select="$l:nvt"/><xsl:value-of select="'|'"/></xsl:when>
                        <xsl:when test="matches(., $l:nph.regex)"><xsl:value-of select="$l:nph"/><xsl:value-of select="'|'"/></xsl:when>
                        <xsl:when test="matches(., $l:nve.regex)"><xsl:value-of select="$l:nve"/><xsl:value-of select="'|'"/></xsl:when>
                    </xsl:choose>
                </xsl:for-each>

        </xsl:variable>

        <xsl:value-of select="distinct-values(tokenize(substring($methods, 1, string-length($methods)-1), '\|'))"/>
</xsl:function>







	2

	string l:getCouplingMethods string setup

$setup          Refers to all defined setup parameters from <module cmlx:templateRef="setup">


<!-- thermostat / barostat types -->
<xsl:variable name="l:thermostat.nosehoover">Nose-Hoover</xsl:variable>
<xsl:variable name="l:thermostat.langevin">Langevin</xsl:variable>
<xsl:variable name="l:thermostat.berendsen">Berendsen</xsl:variable>
<xsl:variable name="l:thermostat.hd">Hamiltonian dynamics</xsl:variable>
<xsl:variable name="l:thermostat.ld">Langevin dynamics</xsl:variable>
<xsl:variable name="l:thermostat.rescaling">Rescaling</xsl:variable>
<xsl:variable name="l:thermostat.dpd">Dissipative particle dynamics</xsl:variable>

<xsl:variable name="l:barostat.nosehoover">Nose-Hoover</xsl:variable>
<xsl:variable name="l:barostat.berendsen">Berendsen</xsl:variable>

<!-- nvt parameters -->
<xsl:variable name="l:nvt.nosehoover.regex">.*\s+nvt.*</xsl:variable>
<xsl:variable name="l:nvt.langevin.regex">.*\s+langevin.*</xsl:variable>
<xsl:variable name="l:nvt.berendsen.regex">.*\s+temp/berendsen.*</xsl:variable>
<xsl:variable name="l:nvt.hd.regex">.*\s+temp/csvr.*</xsl:variable>
<xsl:variable name="l:nvt.ld.regex">.*\s+temp/csld.*</xsl:variable>
<xsl:variable name="l:nvt.rescaling.regex">.*\s+temp/rescale.*</xsl:variable>
<xsl:variable name="l:nvt.dpd.regex">.*\s+dpd/tstat.*</xsl:variable>

<!-- npt parameters -->
<xsl:variable name="l:npt.nosehoover.regex">.*\s+npt.*</xsl:variable>

<!-- nph parameters -->
<xsl:variable name="l:nph.nosehoover.regex">.*\s+nph.*</xsl:variable>
<xsl:variable name="l:nph.berendsen.regex">.*\s+press/berendsen.*</xsl:variable>

<xsl:function name="l:getCouplingMethods">
    <xsl:param name="setup"  />
    <xsl:variable name="cmethods">
        <xsl:for-each select="l:getParameter($setup, 'pair_style')">
            <xsl:if test="matches(.,$l:nvt.pairstyle.regex)">
                <xsl:value-of select="concat('(T=', $l:thermostat.dpd,')|')"/>
            </xsl:if>
        </xsl:for-each>

        <xsl:for-each select="l:getParameter($setup, 'fix')">
            <!-- nvt -->
            <xsl:if test="matches(., $l:nvt.nosehoover.regex)"><xsl:value-of select="concat('(T=', $l:thermostat.nosehoover,')|')"/></xsl:if>
            <xsl:if test="matches(., $l:nvt.langevin.regex)"><xsl:value-of select="concat('(T=', $l:thermostat.langevin,')|')"/></xsl:if>
            <xsl:if test="matches(., $l:nvt.berendsen.regex)"><xsl:value-of select="concat('T=', $l:thermostat.berendsen,')|')"/></xsl:if>
            <xsl:if test="matches(., $l:nvt.hd.regex)"><xsl:value-of select="concat('(T=', $l:thermostat.hd,')|')"/></xsl:if>
            <xsl:if test="matches(., $l:nvt.ld.regex)"><xsl:value-of select="concat('(T=', $l:thermostat.ld,')|')"/></xsl:if>
            <xsl:if test="matches(., $l:nvt.rescaling.regex)"><xsl:value-of select="concat('(T=', $l:thermostat.rescaling,')|')"/></xsl:if>
            <xsl:if test="matches(., $l:nvt.dpd.regex)"><xsl:value-of select="concat('(T=', $l:thermostat.dpd,')|')"/></xsl:if>
            <!-- npt -->
            <xsl:if test="matches(., $l:npt.nosehoover.regex)"><xsl:value-of select="concat('(T=', $l:thermostat.nosehoover,', P=', $l:barostat.nosehoover,')|')"/></xsl:if>
            <!-- nph -->
            <xsl:if test="matches(., $l:nph.nosehoover.regex)"><xsl:value-of select="concat('(P=', $l:barostat.nosehoover,')|')"/></xsl:if>
            <xsl:if test="matches(., $l:nph.berendsen.regex)"><xsl:value-of select="concat('(P=', $l:barostat.berendsen,')|')"/></xsl:if>
        </xsl:for-each>
    </xsl:variable>

    <xsl:value-of select="distinct-values(tokenize(substring($cmethods, 1, string-length($cmethods)-1), '\|'))"/>
</xsl:function>
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Molcas


General Info


Molcas - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://rodi.urv.es:8080/browse/handle/123456789/6



	Program

	program.header template

	Molcas 8.0 - service pack 1



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	C 8 H 12 N 8 O 2



	Calculation type

	Custom logic  1

	Geometry optimization



	Method

	Custom logic  2

	RASSCF RASPT2






[image: ../_images/MOLCAS_header.png]


Atomics and Basis Sets

After header section, our HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms, basis used and contraction.

In geometry optimizations calculations, next to geometry section header there will appear the word (optimized), pointing that this geometry is the last one from all optimization steps and has converged.

If the geometry optimization did not converge, there will appear the phrase (calculation did not converge).

[image: ../_images/MOLCAS_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Symmetry information

Data source: <module cmlx:templateRef=’symmetry’>

[image: ../_images/MOLCAS_symmetry.png]


Molecular Info


Molecular Info - Main fields






	Field

	Source

	Sample value





	Charge

	Readed from “charge” scalar on molcharge line or from mulliken module

	0.000



	Multiplicity

	Readed from scalar[m:spinquantumnum] inside wave.specs module OR from scalar[m:spin] inside scf-ksdft module

	3






[image: ../_images/MOLCAS_molecularinfo.png]


Solvation input

Data source: <module cmlx:templateRef=’pcm’>

Data source: <module cmlx:templateRef=’kirkwood’>

[image: ../_images/MOLCAS_solvation.png]


Integrals

Data source: <module cmlx:templateRef=’seward.generate’>

[image: ../_images/MOLCAS_sewardgenerate.png]


Bond distances

Data source (to read molecule and calculate bonds): <module cmlx:templateRef=’coordinates’>

[image: ../_images/MOLCAS_bonddistances.png]


Restrictions in the Geometry Optimization

Data source: <module cmlx:templateRef=’constraint’>

[image: ../_images/MOLCAS_restrictions.png]



Modules


Wave function specification

Data source: <module cmlx:templateRef=’wave.specs’>

[image: ../_images/MOLCAS_module_wavefunction.png]


Orbital specifications

Data source: <module cmlx:templateRef=’orbital.specs’>

[image: ../_images/MOLCAS_module_orbitalspecs.png]


CI expansion specifications

Data source: <module cmlx:templateRef=’ci.expansion’>

[image: ../_images/MOLCAS_module_ciexpansion.png]


Energies

Data source: <module cmlx:templateRef=’wave.printout’>

[image: ../_images/MOLCAS_module_energies.png]


Wave functions / Weights of the most important CSFs

Data source <module cmlx:templateRef=’wave.printout’>

[image: ../_images/MOLCAS_module_wavefunctioncsf.png]


Natural Occupation numbers

Data source: <module cmlx:templateRef=’wave.printout’>, module “natural”

[image: ../_images/MOLCAS_module_natural.png]


Mulliken Spin Population

Data source: <module cmlx:templateRef=’mulliken’>, submodule “mulliken.spin”

[image: ../_images/MOLCAS_module_mullikenspin.png]


Electrostatic moments

Data source: <module cmlx:templateRef=”properties”>

[image: ../_images/MOLCAS_module_electrostaticmoments.png]


Population analysis / Mulliken atomic charges

Data source: <module cmlx:templateRef=”loprop”>

Data source: <module cmlx:templateRef=”mulliken”>

[image: ../_images/MOLCAS_module_loprop.png]
[image: ../_images/MOLCAS_module_mulliken.png]


Single-State CASPT2

Data source: <module cmlx:templateRef=”final.caspt2”>

[image: ../_images/MOLCAS_module_singlestate_caspt2.png]


Final energy

Data source: <module cmlx:templateRef=”scf-ksdft”> scalar dictRef=’m:scfener’

Data source: <module cmlx:templateRef=”cchc”> scalar dictRef=’m:e2mp2energy’

Data source: <module cmlx:templateRef=”cchc”> scalar dictRef=’m:e2ccsdenergy’

Data source: <module cmlx:templateRef=”ccsdt”> scalar dictRef=’m:ccsdtcorrenergy’

[image: ../_images/MOLCAS_module_finalenergy.png]
[image: ../_images/MOLCAS_module_finalenergy2.png]


HZERO

Data source: <module cmlx:templateRef=”extras”>

[image: ../_images/MOLCAS_module_hzero.png]


Harmonic frequencies

This module also allows displaying harmonic frequency intensities on a customizable chart.

Data source: <module cmlx:templateRef=’vibrations’>

[image: ../_images/MOLCAS_module_harmonicfreq.png]
[image: ../_images/MOLCAS_module_harmonicfreq2.png]


IR spectrum / Vibrational frequencies

Data source: <module cmlx:templateRef=’vibrations’>

This module will display JSpecView + JSmol plugins (using javascript libraries) working together to represent molecule IR spectrum.

[image: ../_images/MOLCAS_module_frequencies.png]


Multipole Expansion Analysis

Data source:<module cmlx:templateRef=”atom.expansion”>

[image: ../_images/MOLCAS_module_multipoleexpansion.png]


LoProp Analysis

Data source: <module cmlx:templateRef=’dynamic.loprop’>

[image: ../_images/MOLCAS_module_loprop_analysis.png]

	1

	string molcas:getCalcType boolean isRestrictedOpt boolean isOptimization boolean isTS boolean isIncomplete

$isRestrictedOpt  Exists module <module cmlx:templateRef="constraint" > ?
$isOptimization   Input file from <module cmlx:templateRef="molcas.input" > is setup to perform a geometry optimization?
$isTS           TS keyword is defined inside <module cmlx:templateRef="molcas.input" > ?
$isIncomplete   Convergence table from <module cmlx:templateRef="energy.statistics" > shows 'all converged' OR $isOptimization and $hasLastEnergySection ?


<!-- Calculation type related constants -->
<xsl:param name="isRestrictedOpt"/>
<xsl:param name="isOptimization"/>
<xsl:param name="isTS"/>
<xsl:param name="isIncomplete"/>

<xsl:choose>
    <xsl:when test="$isRestrictedOpt">
        <xsl:value-of select="$molcas:RestrictedGeomOpt"/>
    </xsl:when>
    <xsl:when test="$isOptimization">
        <xsl:value-of select="$molcas:GeometryOpt"/>
    </xsl:when>
    <xsl:otherwise>
        <xsl:value-of select="$molcas:SinglePoint"/>
    </xsl:otherwise>
</xsl:choose>
<xsl:if test="$isTS">
    <xsl:text> </xsl:text><xsl:value-of select="$molcas:TS"/>
</xsl:if>
<xsl:if test="$isIncomplete">
    <xsl:text> </xsl:text><xsl:value-of select="$molcas:Incomplete"/>
</xsl:if>







	2

	string molcas:getMethods node* modules node ksdft node wavespecs

$modules    Array with all executed module names
$ksdft      Module from <module cmlx:templateRef="scf-ksdft" >
$wavespecs  Entire <module cmlx:templateRef="wave.specs" > module


    <xsl:param name="modules"/>
    <xsl:param name="ksdft" />
    <xsl:param name="wavespecs" />

    <xsl:variable name="isCASSCF" select="
        if(exists($wavespecs) and contains($modules,$molcas:RASSCFmodule) and ($wavespecs/cml:scalar[@dictRef='m:ras1holes'] = '0') and ($wavespecs/cml:scalar[@dictRef='m:ras3holes'] = 0)) then
            true()
        else
            false()"/>
    <xsl:variable name="isRASSCF" select="
        if(contains($modules,$molcas:RASSCFmodule)) then
            true()
        else
            false()"/>

    <xsl:variable name="moduleArray">
        <xsl:for-each select="$modules">
            <xsl:value-of select="concat(upper-case(string(.)),'|')"/>
        </xsl:for-each>
    </xsl:variable>

    <xsl:for-each select="distinct-values(tokenize($moduleArray/text(),'[|]+'))">
        <xsl:if test="matches(.,$molcas:methodsRegex)">
            <xsl:choose>
                <xsl:when test="exists($ksdft) and matches(.,$molcas:SCFmodule)">
                    <xsl:choose>
                        <xsl:when test="matches($ksdft,$molcas:SCFmodule)">
                            <xsl:text>HF </xsl:text>
                        </xsl:when>
                        <xsl:otherwise>
                            <xsl:text>DFT </xsl:text>
                        </xsl:otherwise>
                    </xsl:choose>
                </xsl:when>
                <xsl:when test="matches(.,$molcas:RASSCFmodule)">
                    <xsl:choose>
                        <xsl:when test="$isCASSCF">
                            <xsl:value-of select="$molcas:CASSCFmodule"/><xsl:text> </xsl:text>
                        </xsl:when>
                        <xsl:otherwise>
                            <xsl:value-of select="."/><xsl:text> </xsl:text>
                        </xsl:otherwise>
                    </xsl:choose>
                </xsl:when>
                <xsl:when test="matches(.,$molcas:CASPT2module)">
                    <xsl:choose>
                        <xsl:when test="not($isCASSCF) and $isRASSCF">
                            <xsl:value-of select="$molcas:RASPT2module"/><xsl:text> </xsl:text>
                        </xsl:when>
                        <xsl:otherwise>
                            <xsl:value-of select="."/><xsl:text> </xsl:text>
                        </xsl:otherwise>
                    </xsl:choose>
                </xsl:when>
                <xsl:otherwise>
                    <xsl:value-of select="."/><xsl:text> </xsl:text>
                </xsl:otherwise>
            </xsl:choose>
        </xsl:if>
    </xsl:for-each>
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Mopac


General Info


Mopac - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/5672



	Program

	header template

	Mopac 2016 - 16.041 64BITS



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	C 4 H 6 O 4



	Calculation type

	Custom logic  1

	Geometry optimization



	Method

	Custom logic  2

	RASSCF RASPT2






[image: ../_images/MOPAC_header.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info


Molecular Info - Main fields






	Field

	Source

	Sample value





	Charge

	Readed from input file section of input.file module

	0.000



	Multiplicity

	Readed from input file section input.file module with SINGLET, DOUBLE, TRIPLET … keywords.

	3






[image: ../_images/MOPAC_molecularinfo.png]



Atomic coordinates

After header section, our HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms.

Initially its read from geometry module

[image: ../_images/MOPAC_geometry.png]


Modules


IR spectrum / Vibrational frequencies

This module will display JSpecView + JSmol plugins (using javascript libraries) working together to represent molecule IR spectrum.

Data source: <module cmlx:templateRef=’vibrations’>

[image: ../_images/ORCA_module_irspectrum.png]


Final results - energies

Data source: <module cmlx:templateRef=’energies’>

[image: ../_images/MOPAC_module_finalresults.png]

	1

	string molcas:getCalcType boolean isRestrictedOpt boolean isOptimization boolean isTS boolean isIncomplete

$isOptimization   Exists module <module cmlx:templateRef="optimization" > ?
$hasVibrations    Exists module <module cmlx:templateRef="vibrations" > ?

$negativeFrequenciesCount  Negative frequencies count from <module cmlx:templateRef="vibrations" > module
$isTS                      A TS calculation was setup on the <module cmlx:templateRef="inputlines" >

  <xsl:param name="isOptimization" as="xs:boolean"/>
    <xsl:param name="hasVibrations" as="xs:boolean"/>
    <xsl:param name="negativeFrequenciesCount" as="xs:integer"/>
    <xsl:param name="isTS" as="xs:boolean"/>

    <xsl:variable name="type">
        <xsl:choose>
            <xsl:when test="$isOptimization">
                <xsl:value-of select="$mp:GeometryOptimization"/>
            </xsl:when>
            <xsl:otherwise>
                <xsl:value-of select="$mp:SinglePoint"/>
            </xsl:otherwise>
        </xsl:choose>
    </xsl:variable>

    <xsl:variable name="type2">
        <xsl:if test="$hasVibrations">
            <xsl:choose>
                <xsl:when test="$negativeFrequenciesCount = 1 and $isTS" >
                    <xsl:value-of select="$mp:TransitionState"/>
                </xsl:when>
                <xsl:when test="$negativeFrequenciesCount = 0">
                    <xsl:value-of select="$mp:Minimum"/>
                </xsl:when >
            </xsl:choose>
        </xsl:if>
    </xsl:variable>
    <xsl:value-of select="concat($type, ' ', $type2)"/>







	2

	string* mp:getMethods nodes inputLines

$inputLines   Input lines from <module cmlx:templateRef="inputlines" >

<xsl:variable name="mp:methodsRegex" select="'^(HF|UHF|RHF|PM3|PM6|PM6-D3|PM6-DH\+|PM6-DH2|PM6-DH2X|PM6-D3H4|PM6-D3H4X|PMEP|PM7|PM7-TS|AM1|RM1|MNDO|MNDOD).*'"/>

<xsl:for-each select="$inputLines//cml:scalar[@dictRef='mp:inputline']">
    <xsl:variable name="line" select="./text()"/>
    <xsl:for-each select="tokenize($line,'\s+')">
        <xsl:variable name="command" select="."/>
            <xsl:if test="matches(upper-case($command), $mp:methodsRegex)">
                <xsl:value-of select="$command"/><xsl:text> </xsl:text>
            </xsl:if>
    </xsl:for-each>
</xsl:for-each>
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Orca


General Info


Orca - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/1722



	Program

	header template

	Orca 3.0.1



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	H 2 Fe 1 O 1



	Calculation type

	Custom logic  1

	Geometry optimization Minimum



	Method(s)

	Custom logic  2

	DFT ( PBE0 )






[image: ../_images/ORCA_header.png]


Modules


Atomic coordinates

After header section, our HTML resume will output a xyz coordinates table with current molecule atoms.

For every atom, we will output it’s serial number, atom type, coordinates in angstroms, basis used and contraction.

[image: ../_images/ORCA_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info - Main fields






	Field

	Source

	Sample value





	Multiplicity

	Readed from Mul parameter on General settings section of scfsettings module

	1



	Charge

	Readed from Charge parameter on General settings section of scfsettings module

	0






[image: ../_images/ORCA_molecularinfo.png]

Bond distances

Data source (to read molecule and calculate bonds): <module cmlx:templateRef=’input’>

Data source (to read molecule and calculate bonds): <module cmlx:templateRef=’geometry’>

[image: ../_images/ORCA_bonddistances.png]


Solvation input

Data source: <module cmlx:templateRef=’cosmo’>

[image: ../_images/ORCA_solvationinput.png]


Restrictions in the Geometry Optimization

Data source: <module cmlx:templateRef=’optsetup’>

[image: ../_images/ORCA_restrictions.png]



Total SCF energy

Data source: <module cmlx:templateRef=’totalenergy’>

Data source: <module cmlx:templateRef=’mp2’>

Data source: <module cmlx:templateRef=’ci’>

Data source: <module cmlx:templateRef=’d3’>

[image: ../_images/ORCA_module_scfenergy.png]


IR spectrum / Vibrational frequencies

This module will display JSpecView + JSmol plugins (using javascript libraries) working together to represent molecule IR spectrum.

Data source: <module cmlx:templateRef=’vibrations’>

Data source: <module cmlx:templateRef=’irspectrum’>

[image: ../_images/ORCA_module_irspectrum.png]
[image: ../_images/ORCA_module_frequencies.png]


Population analysis

Data source <module cmlx:templateRef=’loewdin’>

Data source <module cmlx:templateRef=’mullikenpopulation’>

[image: ../_images/ORCA_module_popanal1.png]
[image: ../_images/ORCA_module_popanal2.png]


Electrostatic moments

Data source: Charge parameter on General settings section of scfsettings

Data source: modulecmlx:templateRef=’electricproperties’

[image: ../_images/ORCA_module_electrostatic.png]


Broken symmetry magnetic coupling analysis

Data source: <module cmlx:templateRef=”brokensym”>

[image: ../_images/ORCA_module_brokensymm.png]


Frontier orbitals

Data source: <module cmlx:templateRef=’orbitalenergies’>

[image: ../_images/ORCA_module_frontierorb1.png]
[image: ../_images/ORCA_module_frontierorb2.png]


Natural orbitals

Data source: <module cmlx:templateRef=’natural’>

[image: ../_images/ORCA_module_natural.png]


NMR Shielding tensors

Data source:


	<module cmlx:templateRef=”nmr”>




[image: ../_images/ORCA_module_nmr.png]


TDHF / TDDFT

This section displays an interative chart to visualize root energies and an additional table with most relevant dominant contributions to each root

Data source: <module cmlx:templateRef=’tddft’>

Data source: <module cmlx:templateRef=’orbitalenergies’>

[image: ../_images/ORCA_module_tddft1.png]
[image: ../_images/ORCA_module_tddft2.png]


g-matrix and ZFS

Data source: <module cmlx:templateRef=’eprnmr’>

[image: ../_images/ORCA_module_eprnmr.png]


Final results

Data source: <module cmlx:templateRef=’totalenergy’>

Data source: <module cmlx:templateRef=’spincontamination’>

Data source: <module cmlx:templateRef=’innerenergy’>

Data source: <module cmlx:templateRef=’mp2’>

Data source: <module cmlx:templateRef=’ci’>

Data source: <module cmlx:templateRef=’dftd3’>

[image: ../_images/ORCA_module_finalresults1.png]
[image: ../_images/ORCA_module_finalresults2.png]
[image: ../_images/ORCA_module_finalresults3.png]

	1

	string orca:getCalcType boolean isOptimization boolean isBrokenSymm boolean hasVibrations integer negativeFrequenciesCount

$isOptimization        Refers to function orca:isOptimization($commands), which searches optimitzation keywords from <module cmlx:templateRef="input" > module
$isBrokenSymm          Refers to function orca:isBrokenSymm($commands)  which searches BrokenSymm keyword from <module cmlx:templateRef="input" > module
$hasVibrations         Exists module <module cmlx:templateRef="vibrations" > ?
$negativeFrequenciesCount   Count negative frequencies from <module cmlx:templateRef="vibrations" > ?


<!-- Calculation type related constants -->
<xsl:variable name="orca:GeometryOptimization" select="'Geometry optimization'" />
<xsl:variable name="orca:SinglePoint" select="'Single point'" />
<xsl:variable name="orca:BrokenSymmetry" select="'Broken symmetry'" />
<xsl:variable name="orca:TransitionState" select="'TS'" />
<xsl:variable name="orca:Minimum" select="'Minimum'"/>

<!-- Calculation type variables -->
<xsl:param name="isOptimization" as="xs:boolean"/>
<xsl:param name="isBrokenSymm" as="xs:boolean"/>
<xsl:param name="hasVibrations" as="xs:boolean"/>
<xsl:param name="negativeFrequenciesCount" as="xs:integer"/>

<xsl:variable name="type">
    <xsl:choose>
        <xsl:when test="$isOptimization">
            <xsl:value-of select="$orca:GeometryOptimization"/>
        </xsl:when>
        <xsl:when test="$isBrokenSymm">
            <xsl:value-of select="$orca:BrokenSymmetry"/>
        </xsl:when>
        <xsl:otherwise>
            <xsl:value-of select="$orca:SinglePoint"/>
        </xsl:otherwise>
    </xsl:choose>
</xsl:variable>

<xsl:variable name="type2">
    <xsl:if test="$hasVibrations">
        <xsl:choose>
            <xsl:when test="$negativeFrequenciesCount > 0">
                <xsl:value-of select="$orca:TransitionState"/>
            </xsl:when>
            <xsl:otherwise>
                <xsl:value-of select="$orca:Minimum"/>
            </xsl:otherwise>
        </xsl:choose>
    </xsl:if>
</xsl:variable>

<xsl:value-of select="concat($type, ' ', $type2)"/>







	2

	string orca:getMehods nodeset section boolean isTddft

$section    Input section elements from <module cmlx:templateRef="input"> module
$isTddft    Refers to function orca:isTddft($commands) which searches tddft keywords from <module cmlx:templateRef="input" > module

<xsl:for-each select="$section/cml:array[@dictRef='cc:keywords']">
    <xsl:variable name="line" select="./text()"/>
    <xsl:for-each select="tokenize($line,'\s+')">
        <xsl:variable name="command" select="."/>
        <xsl:choose>
            <xsl:when test="matches(upper-case($command), $orca:methodsRegex)">
                <xsl:if test="$isTddft and matches(upper-case($command), '(DFT|HF)')">TD</xsl:if><xsl:value-of select="$command"/><xsl:text> </xsl:text>
            </xsl:when>
            <xsl:when test="matches(upper-case($command),$orca:calculationLevelRegex)">
                <xsl:if test="$isTddft">TD</xsl:if><xsl:value-of select="$orca:calculationLevels/level[@id=upper-case($command)]/@method"/><xsl:text> </xsl:text>
            </xsl:when>
        </xsl:choose>
    </xsl:for-each>
</xsl:for-each>

<xsl:variable name="blocklines" select="$section//cml:module[@cmlx:templateRef='block']/cml:scalar"/>
<xsl:for-each select="$blocklines">
    <xsl:variable name="line" select="./text()"/>
    <xsl:for-each select="tokenize($line,'\s+')">
        <xsl:variable name="command" select="."/>
        <xsl:choose>
            <xsl:when test="matches(upper-case($command), $orca:methodsRegex)">
                <xsl:if test="$isTddft and matches(upper-case($command), '(DFT|HF)')">TD</xsl:if><xsl:value-of select="$command"/><xsl:text> </xsl:text>
            </xsl:when>
            <xsl:when test="matches(upper-case($command),$orca:calculationLevelRegex)">
                <xsl:if test="$isTddft">TD</xsl:if><xsl:value-of select="$orca:calculationLevels/level[@id=upper-case($command)]/@method"/><xsl:text> </xsl:text>
            </xsl:when>
        </xsl:choose>
    </xsl:for-each>
</xsl:for-each>
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QuantumEspresso


General Info


QuantumEspresso - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	supercell2x2x2



	Browse Item

	URL pointing Browse published item

	https://www.iochem-bd.org/handle/10/123456



	Program

	header template

	QuantumEspresso 6.1



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	Bi 32 O 128 V 32



	Calculation type

	Custom logic  1

	Geometry optimization



	Method

	Method used (fixed)

	DFT



	Functional

	Custom logic  2

	Extracted from the initial section in parameters template







QuantumEspresso- General Info - Additional fields (if they appear in environ module)






	Field

	Source

	Sample value





	Temperature

	<scalar dictRef=”cc:parameter”>static permittivity</scalar>

	298.87222246132 K



	Pressure

	<scalar dictRef=”cc:parameter”>external pressure in input</scalar>

	-3454.231433506 atm






[image: ../_images/QUANTUMESPRESSO_header.png]


Settings

Most relevant calculation input parameters. All information fields come from <module cmlx:templateRef=”parameters”>


	bravais-lattice index


	lattice parameter (alat)


	unit-cell volume


	number of atoms/cell


	number of atomic types


	number of electrons


	number of Kohn-Sham states


	kinetic-energy cutoff


	charge density cutoff


	convergence threshold


	mixing beta


	number of iterations used


	Exchange-correlation


	…




[image: ../_images/QUANTUMESPRESSO_settings.png]


Atoms and Basis Sets

After settings section, our HTML resume will output cell coordinates, lattice vectors and a coordinates table with molecule atoms.

Geometry is read from input file using :<list cmlx:templateRef=”atoms”>, <list cmlx:templateRef=”species”>, <module cmlx:templateRef=”lattice”> and <module cmlx:templateRef=”axes”> for geometry optimizations.

For every atom, we will output it’s serial number, atom type, cartesian and fractional coordinates (in angstroms) , and <list cmlx:templateRef=”species”>.

[image: ../_images/QUANTUMESPRESSO_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


LDA+U calculation

Data source: <module cmlx:templateRef=’ldau’>

[image: ../_images/QUANTUMESPRESSO_info_ldau.png]


Kpoint list

Data source: <module cmlx:templateRef=’kpoints’>

[image: ../_images/QUANTUMESPRESSO_kpoints.png]


Point group

Data source: <module cmlx:templateRef=’point.group’>

[image: ../_images/QUANTUMESPRESSO_point_group.png]



Modules


Forces

Data source: <module cmlx:templateRef=’forces’>

[image: ../_images/QUANTUMESPRESSO_module_forces.png]


Energies

Data source: <module cmlx:templateRef=’energies’>

[image: ../_images/QUANTUMESPRESSO_module_energies.png]
[image: ../_images/QUANTUMESPRESSO_module_energies_graph.png]


Magnetic moment per site

Data source: <module cmlx:templateRef=’magnetic’>

[image: ../_images/QUANTUMESPRESSO_module_magnetic.png]


Eigenvalues

Data source <module cmlx:templateRef=’eigenvalues’>

[image: ../_images/QUANTUMESPRESSO_module_eigen.png]


Projects wavefunctions onto orthogonalized atomic wavefunctions

Data source: <module cmlx:templateRef=’projwfc’>

[image: ../_images/QUANTUMESPRESSO_module_projwfc.png]


Frequencies

Data source: <module cmlx:templateRef=’frequencies’>

[image: ../_images/QUANTUMESPRESSO_module_frequencies.png]


Absorption spectra

Data source: <module id=’qespresso.absorptionspec’>

[image: ../_images/QUANTUMESPRESSO_module_absorption.png]


Band structure

Data source: <module id=’qespresso.bands’>

[image: ../_images/QUANTUMESPRESSO_module_bands.png]


Projected DOS

Data source: <module id=’qespresso.bands’>

[image: ../_images/QUANTUMESPRESSO_module_pdos.png]


Phonon dispersion

Data source: <module id=’qespresso.phonon.input’>

Data source: <module id=’qespresso.phonon’>

[image: ../_images/QUANTUMESPRESSO_module_phonon.png]


Phonon DOS

Data source: <module id=’qespresso.phonon’>

[image: ../_images/QUANTUMESPRESSO_module_phonon_dos.png]

	1

	string qex:getCalcType string modName string calculation

 $modName  Name of the module <module cmlx:templateRef="header" >
 $calculation   Calculation type defined on <module cmlx:templateRef="qespresso.input" > , CONTROL section.

<!-- Calculation type related constants -->
<xsl:param name="moduleName"/>
<xsl:param name="calculation"/>

     <xsl:variable name="nCalculation" select="replace(helper:trim(upper-case($calculation)),'[^A-Z-]','')"/>

     <xsl:choose>
         <xsl:when test="helper:trim(upper-case($moduleName)) = 'PWSCF'">
             <xsl:choose>
                 <xsl:when test="$nCalculation = 'VC-RELAX'">
                     <xsl:value-of select="$qex:GeometryOptimization"/>
                 </xsl:when>
                 <xsl:when test="$nCalculation = 'RELAX'">
                     <xsl:value-of select="$qex:GeometryOptimization"/>
                 </xsl:when>
                 <xsl:when test="$nCalculation = 'SCF'">
                     <xsl:value-of select="$qex:SinglePoint"/>
                 </xsl:when>
                 <xsl:when test="$nCalculation = 'BANDS'">
                     <xsl:value-of select="$qex:Bands"/>
                 </xsl:when>
                 <xsl:when test="$nCalculation = 'NSCF'">
                     <xsl:value-of select="$qex:NonSCF"/>
                 </xsl:when>
                 <xsl:when test="$nCalculation = 'MD'">
                     <xsl:value-of select="$qex:MolecularDynamics"/>
                 </xsl:when>
                 <xsl:when test="$nCalculation = 'CP'">
                     <xsl:value-of select="$qex:CarParrinello"/>
                 </xsl:when>
                 <xsl:when test="$nCalculation = 'CP-WF'">
                     <xsl:value-of select="$qex:CarParrinelloWF"/>
                 </xsl:when>
                 <xsl:otherwise>
                     <xsl:value-of select="$qex:SinglePoint"/>
                 </xsl:otherwise>
             </xsl:choose>
         </xsl:when>
         <xsl:when test="helper:trim(upper-case($moduleName)) = 'PWNEB'">
             <xsl:value-of select="$qex:NudgedElasticBand"/>
         </xsl:when>
         <xsl:otherwise>
             <xsl:value-of select="$qex:SinglePoint"/>
         </xsl:otherwise>
     </xsl:choose>







	2

	$functionals  Exchange-correlation parameter from <module cmlx:templateRef="parameter" >
$functionalsFromFilenames  Functionals read from qex:pseudofile scalar on <module cmlx:templateRef="pseudopotential" >


<xsl:param name="functionals"/>
<xsl:param name="functionalsFromFilenames"/>

<xsl:value-of select="if(exists($functionals)) then $functionals else $functionalsFromFilenames"/>
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SIESTA

For this specific format, the uploaded output file is the original XML generated by SIESTA.


General Info


SIESTA - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Benzene molecule



	Browse Item

	URL pointing Browse published item

	https://www.iochem-bd.org/handle/10/123456



	Program

	<cml><metadataList><metadata name='siesta:Program'>

<cml><metadataList><metadata name='siesta:Version'>


	Siesta v4.1-b4



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	C6H6



	Calculation type

	Custom logic  1

	Geometry optimization



	Method

	Method used (fixed)

	DFT



	Functional

	N/A

	





[image: ../_images/SIESTA_header.png]


Settings

Most relevant calculation input parameters.

All fields come from the <cml><parameterList><parameter> entries.

[image: ../_images/SIESTA_settings.png]


Atoms and lattice vectors

After settings section, our HTML resume will output lattice vectors and a coordinates table with molecule atoms.

Geometry is read from the final geometry at <cml><module[@title='Finalization']> or else from <cml><module[@title='Initial System']>

For every atom, we will output it’s serial number, atom type, cartesian coordinates (in angstroms).

[image: ../_images/SIESTA_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.

Volume data source: <cml><module title='Finalization'><propertyList title='Final Pressure'><property dictRef='siesta:cellvol'>

Kpoint cell data source: <cml><property dictRef='siesta:kscell'>

Kpoint list data source: <cml><propertyList title='k-points']><kpoint>

[image: ../_images/SIESTA_molecularinfo.png]


Modules


Energies

Data source: <cml><module title='Finalization'><propertyList title='Final Energy'>

On geometry optimizations, a graph will depict Kohn-Sham energy progress.

[image: ../_images/SIESTA_module_energies.png]
[image: ../_images/SIESTA_module_energies_graph.png]


Pressure

Data source: <cml><module title='Finalization'><propertyList title='Final Pressure'><property dictRef='siesta:pressSol'>

Data source: <cml><module title='Finalization'><propertyList title='Final Pressure'><property dictRef='siesta:pressMol'>

[image: ../_images/SIESTA_module_pressure.png]


Timing

Data source <cml><metadataList><metadata name='siesta:Mode'>

Data source <cml><metadataList><metadata name='siesta:Nodes'>

Data source <cml><metadataList><metadata name='siesta:StartTime'>

Data source <cml><metadataList><metadata name='siesta:EndTime'>

[image: ../_images/SIESTA_module_timing.png]

	1

	string siesta:normalizeRunType string type

$type  Value of the parameter <parameter name='MD.TypeOfRun'>

<!-- Calculation type related constants -->
<xsl:param name="type" as="xs:string"/>
     <xsl:choose>
             <xsl:when test="matches($type,'BROYDEN') or
                             matches($type,'CG') or
                             matches($type,'FIRE')">
                 <xsl:value-of select="'Geometry optimization'"/>
             </xsl:when>
             <xsl:when test="matches($type, 'VERLET') or
                             matches($type, 'NOSE') or
                             matches($type, 'PARRINELLORAHMAN') or
                             matches($type, 'NOSEPARRINELLORAHMAN') or
                             matches($type, 'ANNEAL') or
                             matches($type, 'LUA')">
                 <xsl:value-of select="'Molecular Dynamics'"/>
             </xsl:when>
             <xsl:when test="matches($type, 'FC')">
                 <xsl:value-of select="'Phonon'"/>
             </xsl:when>
             <xsl:when test="matches($type, 'SINGLE-POINT')">
                 <xsl:value-of select="'Single point'"/>
             </xsl:when>
             <xsl:when test="matches($type, 'MASTER') or
                             matches($type, 'FORCES')">
                 <xsl:value-of select="''"/>
             </xsl:when>
             <xsl:otherwise>
                     <xsl:value-of select="''"/>
             </xsl:otherwise>
     </xsl:choose>
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Turbomole


General Info


Turbomole - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/1722



	Program

	<scalar dictRef=”cc:program”> template

	Turbomole 5.3.2



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	C 6 H 12 Fe 1 N 24



	Calculation type

	Custom logic  1

	Geometry optimization Minimum



	Method(s)

	Custom logic  2

	DFT (b3-lyp, D3, ri-j, gridsize:m3)







Turbomole - General Info with additional fields (if freeh module exists)






	Field

	Source

	Sample value





	Temperature

	<scalar dictRef=”cc:temp”>

	298.15 K



	Pressure

	<scalar dictRef=”cc:press”>

	1.0 atm






[image: ../_images/TURBOMOLE_header.png]
[image: ../_images/TURBOMOLE_header2.png]


Atoms and Basis Sets

After header section, our HTML resume will output a xyz coordinates table with current molecule atoms.

Initially its read from coord file

Then we will read all instances from module <module cmlx:templateRef=”atomcoord”> and use last instance as final geometry

For every atom, we will output it’s serial number, atom type, coordinates in angstroms, and basis used.

In geometry optimizations calculations, next to geometry section header there will appear the word (optimized), pointing that this geometry is the last one from all optimization steps and has converged.

If the geometry optimization did not converge, there will appear the phrase (calculation did not converge).

If there are multiple geometries we’ll capture it’s last appearance.

[image: ../_images/TURBOMOLE_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.


Molecular Info - Main fields






	Field

	Source

	Description





	Symmetry

	Appears in symmetry module.

	Symmetry information about the molecule (if it exists)



	Multiplicity

	Its value is set:


	Set to 1 on closed shell calculations


	On open shell calculations = alpha - beta electrons on occupied orbitals





	


	Charge

	Readed from:


	<scalar @dictRef=’t:charge’>


	On closed shell calculations = atomic charge - electronic_charge * 2 (Orbital statistics module)


	On open shell calculations = atomic charge - (alpha electrons + beta electrons) (Unrestricted orbitals control file section)





	


	Geometry restrictions

	<module cmlx:templateRef=”restrictions”>

	User defined geometry restrictions



	Solvation

	<module cmlx:templateRef=”cosmo”>

	Solvation parameters






[image: ../_images/TURBOMOLE_molecularinfo.png]


Modules


Population analysis

Data source: <module cmlx:templateRef=’population.analysis’>

Data source: <module cmlx:templateRef=’fit.pointcharges’>

This module will hold Mulliken, Loewdin and Natural population analysis, will also contain (if exists) information from unpaired electrons from D(alpha)-D(beta)

[image: ../_images/TURBOMOLE_module_popanalysis.png]


Electrostatic moments

Data source: <module cmlx:templateRef=’electrostatic.moments’>

This module will display charge, dipole and multipole values.

[image: ../_images/TURBOMOLE_module_electromoments.png]


Orbital specification

Data source: <module cmlx:templateRef=’orbitals’>

[image: ../_images/TURBOMOLE_module_orbspecification.png]


Final results

Data source: <module cmlx:templateRef=’turbomole.energy’> Taken from last line of energy file

Data source: <module cmlx:templateRef=’energy’>

Data source: <module cmlx:templateRef=’nuclear.repulsion’>

Data source: <module cmlx:templateRef=’zero.point.energy’>

[image: ../_images/TURBOMOLE_module_finalresults.png]


IR spectrum

Data source: <module cmlx:templateRef=’vibrations’>

This module will display JSpecView + JSmol plugins (using javascript libraries) working together to represent molecule IR spectrum.

All information will come from “$vibrational normal modes” and “$vibrational spectrum” sections inside Turbomole control file, in case they are defined on external files such as vib_normal_modes and vibspectrum we must copy them inside control file.

[image: ../_images/TURBOMOLE_module_irspectrum.png]


TDDFT/TDHF

Data source: <module cmlx:templateRef=’excitation’>

[image: ../_images/TURBOMOLE_module_tddft1.png]

	1

	string turbo:getCalcType boolean isRestrictedOptimization boolean isOptimization boolean isIncomplete nodeset vibrations nodeset statpt nodeset soes

$isRestrictedOptimization       Exists module <module cmlx:templateRef="restrictions" > ?
$isOptimization                 Exists module <module cmlx:templateRef="convergence.info" > ?
$isIncomplete                   Last module <module cmlx:templateRef="convergence.info" > has a "NO" on converged fields?
$vibrations                     Vibrational frequencies information, headers and displacements. Refer to <module cmlx:templateRef="vibrations" >
$statpt                         statpt parameters section read from control file
$soes                           soes parameters section read from control file

    <xsl:param name="isRestrictedOptimization" as="xs:boolean"/>
    <xsl:param name="isOptimization" as="xs:boolean"/>
    <xsl:param name="isIncomplete" as="xs:boolean"/>
    <xsl:param name="vibrations" as="node()?"/>
    <xsl:param name="statpt" as="node()?"/>
    <xsl:param name="soes" as="node()?"/>

    <xsl:variable name="isMinimum" select="not(contains(replace($vibrations/cml:module[@cmlx:templateRef='spectrum']/array[@dictRef='cc:frequency'],'-0.00',''), '-'))"/>
    <xsl:variable name="isExcitedState">
        <xsl:if test="exists($soes) and number($soes/cml:array[@dictRef='t:irrep']/@size) = 1">
            <xsl:value-of select="$turbo:ExcitedState"/>
            <xsl:text> </xsl:text>
            <xsl:if test="$isRestrictedOptimization or $isOptimization">
                (<xsl:value-of select="$soes/cml:array[@dictRef='t:lowest']"/><xsl:value-of select="$soes/cml:array[@dictRef='t:irrep']"/>)
            </xsl:if>
        </xsl:if>
    </xsl:variable>

    <xsl:variable name="isTS" select="
        if(exists($statpt) and number($statpt//cml:scalar[@dictRef='t:itrvec']) > 0) then
            $turbo:TransitionState
        else
            ''
        "/>
    <xsl:variable name="itrvecdsd" select="number($statpt//cml:scalar[@dictRef='t:itrvec'])"/>
    <xsl:variable name="calcType" select="
        if($isRestrictedOptimization) then
            $turbo:RestrictedGeometryOptimization
        else if($isOptimization) then
            concat($turbo:GeometryOptimization, ' ', $isTS)
        else
            $turbo:SinglePoint
   "/>


    <xsl:variable name="vibration" select="
        if(exists($vibrations) and not($isRestrictedOptimization) and compare($isTS,'') = 0) then
            if($isMinimum) then
                $turbo:Minimum
            else
                $turbo:TransitionState
        else ''
    "/>
    <xsl:sequence select="concat($calcType, ' ', $vibration, ' ', $isExcitedState)"/>







	2

	string turbo:getMehod nodeset soes nodeset methodScalar

$soes           soes parameters section read from control file <module cmlx:templateRef="soes">
$methodScalar   methods read from control file ($dft|$uhf)   <module cmlx:templateRef="methods">


<xsl:variable name="methodsTmp">
    <xsl:for-each select="$methodScalar">
        <xsl:for-each select="tokenize(.,'\s+')">
            <xsl:element name="method">
                <xsl:value-of select="upper-case(.)"/>
                <xsl:text> </xsl:text>
            </xsl:element>
        </xsl:for-each>
    </xsl:for-each>
</xsl:variable>
<xsl:choose>
    <xsl:when test="not(exists($methodScalar))">
        <xsl:sequence select="
            if(exists($soes)) then
                'TDHF'
            else
                'HF'
            ">
        </xsl:sequence>
    </xsl:when>
    <xsl:otherwise>
        <xsl:variable name="step1">
            <xsl:choose>
                <xsl:when test="contains($methodsTmp, 'RIR12') and contains($methodsTmp, 'MP2') and contains($methodsTmp, 'RICC2')">
                    <xsl:text>MP2-F12 </xsl:text>
                    <xsl:value-of select="replace(replace(replace($methodsTmp,'RIR12', ''), 'MP2', ''), 'RICC2', '')"></xsl:value-of>
                </xsl:when>
                <xsl:otherwise><xsl:value-of select="$methodsTmp"/></xsl:otherwise>
            </xsl:choose>
        </xsl:variable>

        <xsl:variable name="step2">
            <xsl:choose>
                <xsl:when test="contains($step1, 'UHF') and contains($step1, 'DFT')">
                    <xsl:text>U-DFT </xsl:text>
                    <xsl:value-of select="replace(replace($step1,'UHF',''), 'DFT','')"/>
                </xsl:when>
                <xsl:otherwise><xsl:value-of select="$step1"/></xsl:otherwise>
            </xsl:choose>
        </xsl:variable>

        <xsl:variable name="step3">
            <xsl:choose>
                <xsl:when test="contains($step2, 'DFT') and exists($soes)">
                    <xsl:value-of select="replace($step2,'DFT', 'TDDFT')"/>
                </xsl:when>
                <xsl:otherwise><xsl:value-of select="$step2"/></xsl:otherwise>
            </xsl:choose>
        </xsl:variable>

        <xsl:value-of select="$step3"/>
    </xsl:otherwise>
</xsl:choose>
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Vasp


General Info


VASP - General Info - Main fields






	Field

	Source

	Sample value





	Title

	Set on Browse calculation publication

	Sample calculation



	Browse Item

	URL pointing Browse published item

	https://iochem-bd.iciq.es/browse/handle/100/1722



	Program

	<scalar dictRef=”cc:program”> template

	VASP 5.3.2



	Author

	Username fullname

	Doe, John



	Formula

	Atom count from final geometry

	C 1 H 4 Mo 30 O 61



	Calculation type

	Custom logic  1

	Geometry optimization



	Functional

	Custom logic  2

	PBE+U



	Shell type (ISPIN)

	<scalar dictRef=”v:ispin”>

	Open Shell



	Temperature

	<scalar dictRef=”cc:temp”>

	0.0K






[image: ../_images/VASP_header.png]


Settings

Most relevant calculation input parameters. Almost all information fields come from <module cmlx:templateRef=”incar”>


	SIGMA


	ISMEAR


	LDIPOL


	IDIPOL


	Multiplicity


	NELECT


	Cut-Off Energy


	EDIFF


	EDDIFG


	POTIM


	LDAU (LDAUL, LDAUU, LDAUJ)


	VDW and VDW Version


	Parameters for Grimme’s potential <module cmlx:templateRef=”grimmes”>




[image: ../_images/VASP_settings.png]


Atoms info

After settings section, our HTML resume will output cell coordinates and a coordinates table with molecule atoms.

Initial geometry its read from OUTCAR file using: <module cmlx:templateRef=”position”>, <module cmlx:templateRef=”incar”>, <module cmlx:templateRef=”potcar”> and <module cmlx:templateRef=”laticce”>

Final geometry will be generated using the same modules than Initial geometry, but coordinates will come from last instance of <module cmlx:templateRef=”calculated.position”>

NEB and DIM calculation types will display buttons to choose the displayed geometry.

On geometry optimization calculations, the initial and final geometries will be displayed side to side on a JSmol viewer.

For every atom, we will output it’s serial number, atom type, cartesian and fractional coordinates (in angstroms) , and basis used.

[image: ../_images/VASP_geometry.png]


Molecular Info

This section captures molecule additional information not captured on previous section.

K-point generation parameters read from KPOINTS file

[image: ../_images/VASP_molecularinfo.png]


Modules


Energies

Data source: <module cmlx:templateRef=’energy’>

This module will hold Free ,E0 , dE and E-fermi energies.

In case of single calculations (single point, geometry optimization), a table with this values will be displayed.

[image: Energies (single calculation)]
On Molecular Dynamics calculations, a table with energy and force progression will appear along with a plot of such values.

[image: ../_images/VASP_module_energies_md.png]
[image: ../_images/VASP_module_energies_md2.png]
On multiple OUTCAR calculations like Nudge Elastic Band (NEB) or Dimmer, a graphic will be printed with each diferential energy as step.

[image: ../_images/VASP_module_energies_multiple.png]


Eigenvalues

Data source: <module cmlx:templateRef=’eigenvalues’>

This module will display eigenvalues per spin and kpoint.

[image: ../_images/VASP_module_eigenvalues.png]


DOS

Data source: DOSCAR file <module cmlx:templateRef=’vasp.doscar’>

On calculations where VASP DOSCAR file has been uploaded, a form will be displayed to configure a graph with the Density Of States (DOS) information

In this form we will can select atoms by index, range or atom type, select spin and molecular orbitals. Once all parameters have been set we will add this line to current graph. We can define/delete as much DOS lines as we need.

[image: ../_images/VASP_module_dos.png]


Magnetization

Data source: <module cmlx:templateRef=’magnetization’>

[image: ../_images/VASP_module_magnetization.png]


Vibrations

Data source: <module cmlx:templateRef=’vibrations’>

[image: ../_images/VASP_module_vibration.png]


Structure

Lattice replication

[image: ../_images/VASP_module_structure.png]


Band structure

Data source: <module id=’kpoints’> and <module cmlx:templateRef=’eigenvalues’>

On Band structure calculations the platform will display a graph with the eigenvalues for each band, centering zero on the Fermi energy value.

[image: ../_images/VASP_module_bands.png]

	1

	string vasp:getCalcType nodeset ibrion

ibrion                   Value of ibrion parameter on <module cmlx:templateRef="convergence.info" >.

    <xsl:param name="ibrion"/>
        <xsl:choose>
            <xsl:when test="count($ibrion) > 1 and exists($ibrion[text() = '44'])"><xsl:value-of select="$vasp:ImprovedDimerMethod"/></xsl:when>
            <xsl:when test="count($ibrion) > 1"><xsl:value-of select="$vasp:NudgedElasticBand"/></xsl:when>
            <xsl:otherwise>
                <xsl:choose>
                    <xsl:when test="$ibrion = -1"><xsl:value-of select="$vasp:SinglePoint"/></xsl:when>
                    <xsl:when test="$ibrion = 0"><xsl:value-of select="$vasp:MolecularDynamics"/></xsl:when>
                    <xsl:when test="$ibrion &gt; 0 and $ibrion &lt; 4"><xsl:value-of select="$vasp:GeometryOptimization"/></xsl:when>
                    <xsl:when test="$ibrion &gt; 4 and $ibrion &lt; 9"><xsl:value-of select="$vasp:FrequencyCalculus"/></xsl:when>
                    <xsl:when test="$ibrion = 44"><xsl:value-of select="$vasp:ImprovedDimerMethod"/></xsl:when>
                    <xsl:otherwise><xsl:value-of select="$vasp:NotAvailable"/></xsl:otherwise>
                </xsl:choose>
            </xsl:otherwise>
        </xsl:choose>







	2

	string turbo:getMehod string gga boolean lhfcalc number hfscreen number aggac boolean luseVdw number zabVdw number param1> number param2 boolean ldau

   gga, lhfcalc, hfscreen , ...           parameters read from OUTCAR file <module cmlx:templateRef="incar">

<xsl:param name="gga"/>
<xsl:param name="lhfcalc"/>

<xsl:param name="aggac"/>
<xsl:param name="hfscreen"/>
<xsl:param name="luseVdw"/>
<xsl:param name="zabVdw"/>
<xsl:param name="param1"/>
<xsl:param name="param2"/>
<xsl:param name="ldau"/>
<xsl:choose>
        <xsl:when test="compare($lhfcalc,'true')=0">
               <xsl:choose>
                   <xsl:when test="$hfscreen=0.2">HSE06</xsl:when>
                   <xsl:otherwise>HSE03</xsl:otherwise>
               </xsl:choose>
        </xsl:when>
        <xsl:when test="compare($luseVdw , 'true')=0 and $aggac = 0.0">
            <xsl:choose>
                <xsl:when test="compare($gga,'RE')=0">vdW-DF</xsl:when>
                <xsl:when test="compare($gga,'OR')=0">optPBE-vdW</xsl:when>
                <xsl:when test="compare($gga,'BO')=0 and round($param1 * 1000) div 1000 = 0.183 and round($param2 * 100) div 100 = 0.22">optB88-vdW</xsl:when>
                <xsl:when test="compare($gga,'MK')=0 and round($param1 * 10000) div 10000 = 0.1234 and $param2 = 1.0">optB86d-vdW</xsl:when>
                <xsl:when test="compare($gga,'ML')=0 and $zabVdw = -1.8867">vdW-DF2</xsl:when>
                <xsl:otherwise>N/A</xsl:otherwise>
            </xsl:choose>
        </xsl:when>
        <xsl:when test="compare($gga,'91')=0">PW91</xsl:when>
        <xsl:when test="compare($gga,'PE')=0">PBE</xsl:when>
        <xsl:when test="compare($gga,'RP')=0">rPBE</xsl:when>
        <xsl:when test="compare($gga,'AM')=0">AM05</xsl:when>
        <xsl:when test="compare($gga,'PS')=0">PBEsol</xsl:when>
        <xsl:otherwise>N/A</xsl:otherwise>
    </xsl:choose>
    <xsl:if test="compare($ldau,'true')=0">
        <xsl:text>+U</xsl:text>
    </xsl:if>
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Validate domain owner using CA provided file

If you selected to validate using a file provided by the CA, you will be presented a form that allows to download the validation file. You can download this file anytime from your user account.

[image: image0]

The CA needs this file to be accessible on top of your domain, so if you downloaded a file called 45807864968745967459.txt to validate the domain iochem-bd.iciq.es then the CA needs to access the URL:

http://iochem-bd.iciq.es/45807864968745967459.txt

The request will be always done on HTTP port 80. Depending on the type of web services that run on your server machine this file will need to be copied to ioChem-BD or to another web service folder that runs on that port.

If the port is free, you can use the ioChem-BD software to store such validation file by letting it run on port 80. These are the steps to do it:

Stop ioChem-BD web service:

iochembd$  BASE_PATH/apache-tomcat/bin/shutdown.sh -force





Copy the downloaded file into webapps2/ROOT folder

iochembd$  cp 45807864968745967459.txt BASE_PATH/webapps2/ROOT





Edit BASE_PATH/apache-tomcat/conf/server.xml and uncomment the following Catalina2 line

<Service name="Catalina2">
     <Connector port="80" protocol="HTTP/1.1" connectionTimeout="20000" /> <!-- Uncomment this line -->

     ...
</Service>





Now start again the server:

iochembd$  BASE_PATH/apache-tomcat/bin/startup.sh





If everything is correct, you now must be able to access the file, so will do the CA, validating you as the domain owner.


Please consider that previous action can take minutes, even hours, to accomplish.




You can leave ioChem-BD running on port 80 or undo this last step now that certificate is validated. To do so, just stop the ioChem-BD web service, comment the previously uncommented line and start the web service again, Now you can proceed with the remaining certificate installation steps.



Validate domain owner using email address

If you choose to validate via email, you need to choose among different email addresses. The selected e-mail address will receive a link to end the request process.

[image: image1]

Now you can proceed with the remaining certificate installation steps.
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The Quantum Chemistry Group of the Universitat Rovira i Virgili (URV) has a quite long tradition, its
uantum research activity having started at the end of the 1970s. The primary goal of the QGC is to contribute to the
emistry understanding of the electronic structure and the derived properties of a large variety of systems, related

by a common aspect: their complexity. The present research lines involve the analysis and modeling of
roup catalytic reaction mechanisms, both homogeneous and heterogeneous, the study of photochemical
reactions, the interpretation of spectroscopic phenomena, of red-ox properties or the magnetic behaviour
of a variety of materials, from molecules, to clusters and solids. Professor Josep M. Poblet is the current

. director of the group. Former directors have been Professor Enric Canadell (1979-1983) and Professor
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