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fig.ib The surface cluster including three vacancies. The

éisplacements u and u, determine the positions of surface

1 2
atoms. The surface atoms move along the arrows.
. . 1l,m
Table I. Potential matrix V?l :-l—
_F

and overlap integrals SEI’:[;E between Si ofemsg,

v%’i} (eV) sir:j—»

“Valence-valence i,j;n;rest neighbor(bulk_ distance)

3s-3s -1.70 .27

3s~3p0 -4.20 .41

3po-3s -1.04 .41

3po-3po -1.72 .33

3pT-3pw ~-1.19 .27
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3s component of rehybridized orbital
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