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#F1 AR STO HaRIHrEER

Tt x [ S s SLEARY P HLHMBY B 1/e
Al 3 1.04953 0.89134
Si 3 1.18730 1.05881
P 3 1.32693 1.21069
S 3 1.46809 1.35046
Zn 4 1.45958 1.13848%
Ga 4 1.61145 1.31564
Ge 4 1.74224 1.48312
As 4 1.83126 1.62973
Se 4 1.96873 1.7529%
Cd 5 1.63375 1.29066*
In 5 1.77151 1.46609
Sn 5 1.89039 1.61950
Sb 5 1.99256 1.75094
Te 5 2.09908 1.85929
Wk RRANROIEE.

WES,M O-VI KLAHUEFER. EXERRT I-V RESDESEETRER
friE. ETOBAIMEE SRAREMEN STO MEAKWREERX, BILIMRRARY
RIERKRE.
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Direct Calculation of Bond Orbital Parameters
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Abstract

A direct calculation for interatomic matrix elements is carried out on the basis of valence
wave functions of single STO and the main parameters of BOM are thus obtained. The results
indicate that the calculation can reproduce almost exactly the values from semiempirical origin
by a reasonable correction of orbital parameters. It is expected that approximating a bond
orbital by the true atomic wavefunctions is suitable.





