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MOLECULAR DYNAMICAL SIMULATION IN
THE MECHANISM OF ENERGY TRANSFER
FOR DIATOMIC MOLECULAR SYSTEM

Ding Jia-Qiang Chen Zhi-Ying
(Institute of Mechanics, Academia Sinica)

® ABSTRACT

We investigate in this paper the mechanism of energy transfer in
homonuclear diatomic molecular solid system by the computer simulation
with molecular dynamical method, It gave the intra-molecular vibrational
frequencies for various parameters of interatomic potential, We verify the
theory of same weight for distribution in molecular energy about the term

of vibrational potential as well as various degrees of freedom of the

molecules, The relaxation rate for various vibrational frequencies are

calculated also,



