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Atom Sn O
Orbital T hs Sp 2z 2p
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Table 2 Net charge of atoms on SnOy( 110} surface

Atom

Model Sy Snggy Snpsy Oygy Oy gy Oy Oyny Oy

Ideal Sn0; surface  Sny033~ 250 2,62 2.62 1.8 -1.43 130 -1.72 -1.51

Snl); surface Slnﬂ‘?; 2.59 2.64 2.62 1.03  -143 -1.26 1.72 1.34
Sn0; surface

with oxvgen vacants  Sns0j; 258 2,64 2.62 116 .11 171 004

SnyOf, 2.8 263 2.60 118 112 171 17

Sn;Of7 17T 262 259 119 113 171 140

Sn:0; 157 263 2.48 126 ~1.16 171 -L.4l

SnyOf; 13T 263 2.36 1.32 119 172 -1.42
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Calculation on Cluster Models of Sn0;(110) Surface

Wu Xiong Su Kehe
{ Department of Chemical Engincering, Northwestern Polytechnical University, Xi'an 710072)

Abstract Cluster models of Sn0,(110} face and oxygen vacancies and oxygen adsorption
on its surface have been calculated by EHMO method. The results show that a tin atom .
with a coordination number of four is the adsorption center, because the total energy
of cluster model becomes lower when an oxygen atom adsorpts on the tin atom with a
coordination number of four. The tin atom with this coordination number gains and loses
electrons more easily than tin atoms with a coordination number of five. All tin atoms in
the cluster of Sn04(110) face are Sn*t.
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