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Thermodynamic properties of Pb-Au alloy
simulated by molecular dynamics
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and Technology, Kunming 650093, China)

Abstract: The molecular dynamics method was used to simulate the thermodynamic properties of two binary alloys,
PbgAu, and PbyAu,. The formation enthalpy, free energy of formation and excess free energy of two alloys were
calculated. The atomic interactions were analyzed in macroscopic and microcosmic view. The values obtained here are

consistent well with those of the experiments.
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Fig.1 Formation enthalpies of alloys at different temperatures
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