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Monte Carlo molecular simulation
Previously, several EOS (equations of state) were used to figure out

thermodynamic properties of materials. However, it has the disadvan-

tages of molecules having polarity or supercritical phase.

MC  algorithm using randomness is implemented in Python to estima-

te thermodynamic properties of Ar, CH4, and C2H6 more accurately

than EOS. Internal energy and Pressure are estimated using NVT ens-

emble and heat capacity derived to compare the accuracy to EOS.
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