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Pressure calculation by “virtual” volume moves








Partition function of the canonical (NVT) ensemble:
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Relation between pressure and partition function:
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Pressure equation for the canonical ensemble:
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Ref.: Eppenga and Frenkel, Molec. Phys., 52 (1984)
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Conclusions








Efficient method


for the Gibbs ensemble since it requires


volume fluctuations anyway 





Excellent agreement with literature


Lennard-Jones fluid


Complex fluids (CO2, CH3OH)





Same accuracy for (V > 0 or (V < 0





Reasonable choice: (V < 2% Vliquid


   to avoid very few accepted moves


   (poor  statistics) 


    and a bad approximation of the derivative
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