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Applications of Semiempirical CNDO SCF MO to
Covalent Semiconductors Studies

Wau Jian
(Institute of Semiconductors, Academia Sinica)

Abstract

Semiempirical CNDO SOF calculations have been performed on clusters modeling
covalent semiconductors. It is found that in order to obtain the results to describe the
properties of covalent semiconductors the atomie bonding parameters must be radeter-
mined in ENDO calculations in addition to the reasonable choice of boundary atoms.





