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MOLECULAR DYNAMICS SIMULATION OF ENTROPY AND SURFACE
TENSION FOR GRAIN BOUNDARY OF a-Fe
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Abstract

The grain boundary is an interface, and the surface tension is one of itsimportant thermodynamic property. In this paper,
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the surface tension of the grain boundary for a-Fe,X= 9 at various temperatures and pressures is calculated by means of
Computer Molecular Dynamics (CMD). The results agree satisfactorily with the experimental data. It is shown that the
contribution of entropy to surface tension of- grain boundary can be ignored.The grain boundary is an interface, and the
surface tension is one of itsi...
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