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Abstract:

The parallel molecular dynamics and dlpoly_4 are investigated
to study the equilibrium time of system temperature of ZnO
wurtzite phase under low and high temperatures and pressures
using the range of 300-3000K and 0-200GPa respectively. The
interatomic interaction is modelled by Buckingham-Coulomb
potential, we analysed the equilibrium time of system tem-
perature and system temperature evolution under different
pressures and temperatures. Our work is in agreement with
available data, which confirm the phase transition from the
wurtzite phase to rocksalt .We tried to confirm that the equi-
librium time of system temperature versus pressure can give
the transition pressure. This technique needs more work for
confirmation. Our results are important in industry, medicine,
pharmacy, nanotechnoly, and geophysics.
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