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Abstract:

Zinc oxide is a promising semiconductor, due to the chemi-
cal bonds; they are between covalent and ionic liaisons. This
bonding plays a dramatic role in thermodynamic properties,
under extended pressure and temperature. In this work, we
analyze the behavior of the effect of pressure on the system
temperature of ZnO wurtzite structure; we have been investi-
gated equilibrium parallel molecular dynamics technique and
dlpoly_4 software, using RAVEN supercomputer of Cardiff
University(UK), to simulate the evolution in time of system
temperature and its equilibrium time in isothermal and isobar-
ic ensemble. Our system contains 2916 atoms of ZnO wurtzite
type, under the ranges of pressure 0-200(GPa) and temperature
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