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An Approximate Calculation for Bond Orbitals

Zhong Xuefu

(Instisute of Semiconductors, Acedemia Sinica)

Abstract

An average of interaction energies for valence electrons in hybrids with neighbour atoms
has been calculated as a substitute for interatomic matrix elements in BOM. This demonstrates
the bond orbitals from the truea tomic wave functions an reveals in influence of various funda-
mental interactions on bond forming. A discussion is given to the 4~' dependance of interato-
mic matrix elements and so-called “two choices of polarity”. The bare core potentials are con-
structed from inner atomic orbitals leading to a result in agreement with semiempirical data. It
suggests the applicability of the true core potentials in solids. An analytical expression for two
centre integral of Slater orbitals of arbitrary order is given in Appendix.





