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MOLECULAR DYNAMICAL STUDY OF THE VIBRATIONAL
RELAXATION PROCESS IN A DIATOMIC
MOLECULAR SOLID
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Aostract

Encrgy relaxation proceises inmitiated by sudienly heating of the vibrational degrees of

freedom were studied with molecular dynamical method. A unit cell of bee structure con-

taining 128 diatomic molecules with periodic boundary conditions was considered. Compound
Morse potential was assumed as the interactions of intra- and intermolecular atoms. It was
found that the logarithm of equilibration time depends linearly upon a factor fy; which is pro-
portional to the frequency ratio of the intra- and intermolecular vibrations.
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