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Table 1 Mulliken Overlap Population(P), Atomic Charge(q)
and M—M’ Distance(D) of Six Thiometalato Complexes

complex 1 2 3 4 5 6

P(M-M") 0.067 0.068 0.101 0.074 0.071 0.096

P(M-Sb) 0.851 0.974 0.817 0.820 0.906 0.921

P(M’=Sb) 0.350 0.322 0.451 0.382 0.370 0.403

P(M—X1) 1.063 1.177 1.073 0.944 1.197 1.192

PM’-L) 0.845° 0.837° 1.031 0.961 0.945 0.441
0.891¢ 0.909¢

P(L-O)* 1.277° 1337 0.926 1.067 1.096 1.195
1.237¢ 1.246¢

¢(M) 0.773 0.893 0.731 1.096 0.887 0.854

e(M") 0.366 0.275 0.534 0.496 0.439 0.302

g(Sb) —0.499 ~0.535 ~0.502 ~0.375 —0.482 ~0.442

g(Xt) -0.524 —0.590 —0.535 ~0.642 ~0.472 —0.548

q(L) 0.146° 0.148° —0.189 ~0.061 ~0.033 0.027
0.109¢ 0.116¢

#0) —0.370° —0.316° —0.406 —0.217 —0.176 —0.051
-0.431¢ —0.406¢

v(nm) 0.2992 0.3033 0.2835 0.2829 0.2839 0.2852

a: L denotes the N, or C atom of terminal ligands NO, or CO.

¢: COin MS§;Mo plane,d: CO in vertical to thc MS,Mo plane
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ELECRTONIC STRUCTURES AND BONDING OF THIOMETALATO
COMPLEXES CONTAINING STRONG TERMINAL LIGANDS
Lin Xingru

(Experiment Center, Fujian Normal University, Fuzhou 350007)

The clectronic structures of six thiometalato complexes containing strong terminal ligands
[S;M0S;,Mo(CO),J* (1), [S;WS;Mo(CO)J(2), [S;M08,Fe(NO),J*(3), [0,M0S,Co(NO),I (4),
[S,WS,Co(NO),I"(5), and [(NO),Fe(WS,),)*"(6) have been studied by using the
MAD-SCC—-EHMO mecthod. The comparison of the bonding property among three classes
complexes was performed. The unstability of [(NO)ZFc(WS,,)Z]Z' was interpreted on the basis of
calculation results.
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