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Abstract
An isothermal and isobaric ensembles are used to study the evolution in time of ZnO enthalpy, where Parallel Molecular Dynamics and DL_POLY_4 software on RAVEN supercomputer (Cardiff University, UK) are used for running the calculations. The interatomic interaction are modeled by Coulomb-Buckingham potential for short and long-range interactions. The ranges of pressure and temperature are 0-200GPa and 300-3000K respectively for 2916 atoms of ZnO(1458 of Zn2+ and 1458 O2-). In this work we study the evolution in time of ZnO enthalpy under the effect of isobaric and isothermal ensembles. Our work is in the vicinity of available data, which an agreement to our work. This results are very important in nanoscale of time and space, which will be useful in technology and nanotechnology.
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