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DISTRIBUTION CHARACTERISTICS OF DEEP LEVEL
WAVEFUNCTIONS IN BLOCH SPACE

Li Mwve-FruU
(Graduate School, University of Science and Technology of China, Beijing)

ReEN SHANG-YUAN Mao DE-qQIANG
(Department of Physics, University of Science and Technology of China, Hefei)

ABSTRACT

A simple method in the framework of Koster-Slater Green’s function calculation and
central cell defect potential (CCDP) approximation is used to calculate the distribution
of deep level wavefunctions in Bloch space for Si, GaAs and GaP for the first time.
Convergence properties are discussed, It is shown that for definite number of energy
bands in the host erystal model, the convergence of deep level wavefunection calculations
is faster than that of deep energy calculations.
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SW -X.-SCF METHOD CALCULATION FOR HYDROGEN
CHEMISORPTION ON Al(111) SURFACE

TiaN ZENG-JU
(Insititute of Modern Physics, Fudan University)

Huang Y1
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ZuaNg KAl-MING
(Institute of Modern Physics, Fudan University)

ABSTRACT

The chemisorptions for H/Al(111) with bridge site and top site models are studi-
ed by SCF-X, scattered wave method. It is shown that the binding energy for the top

site model is more favorable to that for the bridge model. In the case of top site chemi-

sorption, the bonding properties between the adatom H and the substrate are discussed
in some detail.



