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Model

*Two (or more) proteins:
lys & xLac.

*Explicit salt

*Continuum solvent

*Metropolis MC, NVT
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Many proteins

* 40 proteins
e NVT to NPT ensemble



Probability

Many proteins
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GHLICZ

http://faunus.sourceforge.net

Object oriented C++ class
library

Python bindings

Gromacs trajectories,
OpenBabel, CMake, OpenMP
parallelization, Doxygen

Open Sourced - GPL.

Source Code Biol. Med. 2008, 3:1
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