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Molecular Dynamics Simulation of Phase Transition, Nucleation, Recrystalization of KF Clusters
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Molecular dynamics (MD) simulations are performed on clusters comprised of 108, 256, 500 and 864 K'F~ ion pairs represented by a Born-
Mayer-Huggins interaction potential. Clusters with free boundaries are chosen in order to avoid the interference with phase transition,
nucleation, and recrystallization caused by periodic boundary conditions. The melting points, heats of fusion, diffusion coefficients,
nucleation rates, solid-liquid interfacial free energy, critical nucleus sizes are computed and discussed based on the results of MD simulations.

Solid state recrystallization and grain growth from twin crystal (KF)ge, cluster are observed during the thermal annealing process in MD
simulations. Classical nucleation theory (CNT) is successful used to explain the results of MD simulations for nucleation of recrystallization.

I H59504 147 17 )
FIpdi: hEES R BIRUE AR

Hds k. (025)83592307 1 H: (025)83592307 4. 210093  Email: wjhx@netra.nju.edu.cn

ARG AL ) A B R A R Ay | Bt




