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Interatomic Potential of Diamond by Heitler-London Method

Katsuyoshi EnpoH, Kikuji Hirose and Yuzo Mor:

Abstract

The subject of this study is to determine the interatomic potential of diamond which is a
typical covalent crystal. The interatomic potential is calculated by Heitler-London method based
on a proposed model. It is proposed that the binding model is considered to be the diatomic
molecular type bond in approximation and the first nearest neighbor atomic orbital is regarded
as the electric charge distribution. According to the proposed model, the values of interatomic
distance and cohesive energy were calculated to be 1.75A and 5.78 x10-'*J/bond, respectively,
and the values were consistent with the measured values.
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