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Day 1:

11.15-12.00: Intro to ADF & ReaxFF

Getting started with the GUI

Running ADF from the command line in Windows

13.00-14.00: force bias Monte Carlo: introduction & hands-on healing graphene

15.15-17:30: Intro to GCMC
hands-on: choose from GCMC or ChemTraYzer
hands-on: analyzing fbMC results with python (while GCMC or combustion is running)

Day 2:
11:00-12.00: Demo + hands-on: building a ReaxFF force field: how to get started with
reasonable guesses?

13:00-15:00: Hands-on: building a training set + optimizing a ReaxFF with MCFF

15:30-16.15: Wrap up previous tutorials / individual questions problems
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Tying it all together: python pﬁon

BAND
periodic DFT

ReaxFF:
reactive MD
Monte Carlo

COSMO-RS
continuum

methods

Links all modules + various tools
— workflows & screening

— (custom) post-processing

— rapid prototyping
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Automating ReaxFF parameterization
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Scripting on Windows .....

In Windows install dir: double click adf command line.bat

This will open a cmd shell with all variables set

, jﬁ » Computer » Local Disk (C:) » ADF2016.205.r54253 »

ev @] Open ~ Print Burn New folder

orites Name Date modified Type Size
esktop | atomicdata 9/9/2016 10:49 AM  File folder
ownloads . bin 9/21/2016 2:06 PM  File folder
ecent Places . Doc 9/21/2016 2:06 PM  File folder
reative Cloud Files || examples 9/21/2016 2:04 PM  File folder
ropbox L msys 9/21/2016 3:07 PM  File folder
| scripting 9/21/2016 2:04 PM  File folder
raries adf_command_line.bat 9/21/2016 2:04 PM  Windows Batch File 1 KB
ocuments | license.txt 9/21/2016 2209 PM  Text Document 44 KB
My Documents licensetool.bat 10/30/2015 4:57 PM  Windows Batch File 1KB
Public Document:  [&] makelicinfo.bat 1/11/2012 215PM  Windows Batch File 2KB
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Shell commands can now be run, including ADF
To get even more shell-like: issue sh in the cmd prompt

C:\Windows\system32\cmd.exe - sh = 2.8

:\NADF2016. 205. r54253>set ADFHOME=C: Z/ADF2016. 205. r54253/
:\NADF2016. 205. r54253>set ADFHOME_=C:\ADF2016. 205. r54253\
:\NADF2016. 205. ro4253>set ADFBIN=C: /ADF2016.205. r54253//bin
:\NADF2016. 205. r54253>set ADFRESOURCES=C: /ADF2016.205. r54253//atomicdata

C:\ADF2016. 205. r54253>set PATH=C:\ADF2016.205. r54253\\msys\bin;C:\ADF2016. 205.r
4253\\bin; C:\ADF2016.205. ro4253\\bin\tcltk\bin;C:\NADF2016. 205. r54253\\bin\hpmpi

: C
bin;C:\AD¢2@16.2@5.r54253\\bin\Putt5gC:\ProgramData\Oracle\Java\javapath;C:\Prog

ram Files (x86)\NVIDIA Corporation\PhysX\Common;C:\Windows\system32Z;C:\Windows;
:\Windows\System3Z2\Wbem;C: \Windows\System3Z2\WindowsPowerShel I\v1.0\;C:\Program F
iles\MPICHZ\bin;C:\Program Files\LAMMPS &4-bit 20131118\bin;C:\Program Files\Tor

EoisngN\b{n;C:\Program Files (x86)\0uickTime\QTSystem\;C:\brogram Files (x86)\S
ype one

C:\NADF2016. 205. r54253>set MPIDIR=C: /ADF2016.205. r54253//bin/hpmpi

C:\NADF2016. 205. r54253>cmd
Microsoft Windows [Version 6.1.7601]

Copyright (c) 2009 Microsoft Corporation. All rights reserved.

C:\ADF2016. 205. r'54253@
ch-3.1%

Not as powerful as *nix shell
Windows may have file permissions issues: opening/editing files ‘in use’

® . - - - .
Be aware of conversions issues (*M in scripts made on Windows)

SCM

ReaxFF workshop, NSCCS, London, 27-28 September2016, © SCM /



Use startpython to use the python stack shipped with ADF
To access plams + python scripts used during this workshop

et _detects.py Keax ondon_ tb X

wor31ng folder: c:\ADF_DATA\plams. 46@

sh-3.1% st a
515:37:56]
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Questions? Problems?: support@scm.com or adf mailing list
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