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STRUCTURAL PROPERTIES OF LIQUID GALLIUM AT
HIGH TEMPERATURE AND HIGH PRESSURE
—~——AN ab initio MOLECULAR DYNAMICS
STUDY

GonG XIN-Gao
(Institire of Solid Stare Physics, Academia Simica, Hefei 230031)
(Received 1 April 1994)

APSTRACT

By using the ab initio molecular dynamics method, we have studied the struc-
tural properties of liquid gallium at high temperature and high density. The obta-
ined results are in agreement with experimental data, and we found the coexistence
of metallic and covalent characters in liquid gallium. We have also discussed the
shoulder in the structure factor from the energy point of view.
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