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Pressure and composition dependence of the dynamic

properties in liquid GexTe:-x alloy

:Ab initio molecular dynamics simulations

A. Koura, S. Ohmura, and F. Shimojo
Department of Physics, Kumamoto University

We have investigated the dynamic properties of liquid GesTe1-x (x=0.15, 0.25,

0.33, and 0.5) alloy under pressure. Ab initio molecular dynamics

simulations are carried out based on density functional theory. In the

pressure range from 0 GPa to 6 GPa, the diffusion coefficients of Te atoms
Dre 1s smaller than that of Ge atoms Dge. The difference between the
diffusion coefficients comes from the fact that Te atoms tend to make

chain-like structures so that it is difficult for Te atoms to exhibit high

mobility, while Ge atoms have an enhanced mobility because of weaker

bonding to neighboring atoms.
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