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Fig. 1. Lattice constants at different temperatures. Solid line:
calculation starts from OK configurations. Dotted line:
calculation starts from 2000K configurations.
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Fig. 2. Configuration of atoms at 1000 K. (a) Initial condition
is OK configuration. (b) Initial condition is 2000 K
configuration.
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Fig. 3. Lattice constants at different temperature using the
mixed initial configurations.
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Table 1. Compare with Calculation results and experimental 0.10
results
—- 931K
Present  Ecolessi's : 008 | 933K
Experiment
study resuits

Melting Temperature(K) 93241 93943 933.5 <
Latent Heat(eV/atom) 0.1071  0.1054 0.1085 “g ‘

0.04 -
Volume expansion(%) 1.5 8.4 6.5
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Fig. 5. Change of values of diffusivity of liquid during
calculation.
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