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Homepage 

The project is located at GitLab. 
https://gitlab.com/Molcas/OpenMolcas 

Source 
Source code is available in the homepage. 
https://gitlab.com/Molcas/OpenMolcas 
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Description & Use 

OpenMolcas is a general purpose molecular electronic structure computational program which utilizes 
multiconfigurational approach as the key-feature. 

Quick start 
Use in command line / shell:  

pymolcas -f [name of input file]  
(in Windows command line) 

or 

./pymolcas -f [name of input file]  
(in Android shell). 

The result will appear in the same location. (For correct functionality, a working installation of Python 3 
with additional packages Setuptools, Pyparsing and Six is required. For more detailed information on 
configuration the environment variables, please refer to the included original manual, or type export 
MOLCAS=[/path/to/your/molcas/root/directory] followed by runing pymolcas --setup 
and answering the prompts).  

Program status 
The current package contains OpenMolcas binaries of a version issued within year 2019 compiled for 
the particular Android hardware platforms and adapted for running in terminal environment. 



License 
OpenMOLCAS 

The distribution of OpenMolcas binaries as well as the compiled pymolcas execution script is published 
for free (under LGPL v.2.1) at Mobile Chemistry Portal and Google Play Store with kind permission of 
Roland Lindh. The corresponding source code for generic Android binaries is available as well.  

The inluded documentation, basis, example and other files were taken from the official OpenMolcas 
source code distribution. 
https://gitlab.com/Molcas/OpenMolcas 

TermOnePlus 

The individual parts of OpenMOLCAS require for their concerted interaction and communication during 
computation in an Android device a fully functional terminal emulator. As the famous original Terminal 
Emulator by Jack Palevich is not being continuously developed up to now, we decided to use its more 
recent update TermOnePlus by Roumen Petrov as the versatile framework in which we placed all the 
OpenMolcas related stuff. TermOnePlus is released under Apache license 2.0, check the homepage for 
details).  
https://github.com/jackpal/Android-Terminal-Emulator 
https://termoneplus.com/ 

Busybox 

Use of OpenMOLCAS program in terminal environment of TermOnePlus benefits from availability of 
common Linux commands and utilities which were introduced to this project by Busybox. The Busybox 
binaries for Android included in the OpenMolcas installer offered by us were compiled from the source 
code according to Gianluigi Tiesi (alias "sherpya", check the homepage for details). Busybox is released 
under GPL v.2 license (check the homepage for details).  
https://github.com/sherpya/android-busybox 
https://busybox.net/license.html 

Cygwin 

The Windows version of OpenMOLCAS binaries offered by us is embedded in Cygwin runtime 
environment which is licensed under GPL and LGPL licenses (check the homepage for details). 
https://cygwin.com/COPYING 
https://cygwin.com/COPYING.LIB 
https://cygwin.com/licensing.html 



Python 

OpenMOLCAS execution script pymolcas requires properly installed Python interpreter, therefore the 
OpenMOLCAS binaries offered by us for both Android and Windows are bundled with Python. Android 
installer of OpenMOLCAS runtime contains Python 3.7 runtime compiled using either the official Android 
NDK (for recent Android versions 5+) or CRYSTAX NDK for older OS versions. The Windows version 
contains Python 3.7 preinstalled inside of the Cygwin runtime. Python 3.7 is distributed under PSF 
license agreement (check the homepage for details).  
https://docs.python.org/3.7/license.html 

Setuptools 

OpenMOLCAS execution script pymolcas requires for its functionality the Python package Setuptools to 
be present and properly installed (released under MIT license, check the homepage for details). 
https://pypi.org/project/setuptools/ 

Pyparsing 

OpenMOLCAS execution script pymolcas requires for its functionality the Python package Pyparsing to 
be present and properly installed (released under MIT license, check the homepage for details).  
https://pypi.org/project/pyparsing/ 

Six 

OpenMOLCAS execution script pymolcas requires for its functionality the Python package Six to be 
present and properly installed (released under MIT license, check the homepage for details).  
https://pypi.org/project/six/1.5.0/ 

BLAS 

OpenMOLCAS binaries for Android offered by us were statically linked to reference BLAS library (from 
the LAPACK package - released under modified BSD license, check the homepage for details). The 
Windows package contains the corresponding dynamic library inside of Cygwin runtime.  
http://www.netlib.org/lapack/ 

LAPACK 

OpenMOLCAS binaries for Android offered by us were statically linked to LAPACK library (released 
under modified BSD license, check the homepage for details). The Windows package contains the 
corresponding dynamic library inside of Cygwin runtime.  
http://www.netlib.org/lapack/ 



Crystax NDK 

OpenMOLCAS binaries for older Android versions (up to 4.4 KitKat) offered by us were compiled using 
the Crystax NDK, therefore they are dynamically linked to LIBCRYSTAX library (from the compiler - 
released under modified BSD 2 clause license, check the homepage for details).  
https://www.crystax.net/android/ndk 

Advanced Installer 

The MSI installer for Windows was created using the Advanced Installer (Freeware edition).  
https://www.advancedinstaller.com/ 
https://www.advancedinstaller.com/top-freeware-features.html 

Contact 
Compilation of the source code for Android/Windows as well as the Android/Windows app development 
was done by Alan Liška (alan.liska@jh-inst.cas.cz) and Veronika Růžičková (sucha.ver@gmail.com),  
J. Heyrovský Institute of Physical Chemistry of the CAS, v.v.i., Dolejškova 3/2155, 182 23 Praha 8, 
Czech Republic.  
Website: http://www.jh-inst.cas.cz/~liska/MobileChemistry.htm 


