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Molecular Dynamics Study of the Melting Curve of Transition Metal Mo

HU Cui’e"?*, ZENG Zhaoyi''?, ZHANG Wei*, CAI Lingcang®

(1. College of Physics and Electronic Engineering, Chongqing Normal University, Chongqing 401331}
2. Laboratory for Shock Wave and Detonation Physics Research. Institute of Fluid Physics,
Chinese Academy of Engineering Physics, Mianyang Sichuan 621900, China)
Abstract: The melting temperatures of Mo under high pressure were investigated from classical MD simulations combining with the
EAM potential. The thermal equation of state of Mo is very successful in reproducing the previous experiments and our previous da-
ta from quasi-harmonic approximation. It is found that there is no phase transition before melting. Fitting the well-known Simon
form to our T, values yields the melting curves for Mo. The two-phase simulations can eliminate the superheating effectively. Our
melting data confirm the Shock melting data.

Key words: molecular dynamic simulation; transition metal; melting curve
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