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Determining g(r) from Molecular 
Dynamics

• g(r) can be determined experimentally, however, it 
is quite easy to obtain from molecular dynamics.

• For a particular molecule

• Where the numerator is the average over all 
molecules 
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Pressure

• Pressure in an equilibrium environment is 
caused by atomic motion and by the effect 
of intermolecular forces
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Van der Waals Liquid 
• Assume spherical particles with LJ 

potential.
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Software (Open Source)

• Tinker – https://dasher.wustl.edu/tinker/
• DL_POLY -

https://www.scd.stfc.ac.uk/Pages/DL_POL
Y.aspx

• LAMMPS - https://lammps.sandia.gov
• NAMD -

https://www.ks.uiuc.edu/Research/namd/

https://lammps.sandia.gov/

