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Abstract

Total energy of ZnO rocksalt type is investigated using Molecular 
Dynamics technique and DL_POLY_4. The calculations of this work 
ran on RAVEN Supercomputer of Cardiff University in UK. In this 
work we analyze the evolution in time of total energy under different 
temperatures and pressures; the range of pressure is 0-100GPa 
and of temperature is 300-3000K. The interatomic interactions are 
modeled by Buckingham-Coulomb potential. The results of our 
work are in agreement with available theoretical and experimental 
data. This work has a great importance in Nanotechnology and 
different sectors of industry.
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