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Mdecular Simulation Computation of the Chemical Potentials of L-J Fluid

Xue Rongdshu
(Cdllege of Envirarmnent, Chemistry and Chemical Engineering, Chongaing University, Chongring 400044, China )

ABSTRACT ; "The chemical petentials of L-J fluid ahewe the eritical temperarure have been determined by molecular dy-
narmics simulation usign the three test particle methods——Widam' s, Kumar' s and {-8 sampling methods. It has been shown
that a good agreement between our results and the values from L-] fluid stare equaticn. But for some stare points, the results
fram Kumar’ s method diverged largely fram the results of other methods. | has been proved that the test particle methads may
be efficient even for the very high densities such as ©” 221.0 if suitable techniques have heen applicd.

KEYWORDS: rolecular smwlation ; chemical petential; 1-] fluid
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