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STUDIES ON THE ELECTRONIC STRUCTURES OF TRIGONAL

PRISM CLUSTERS Tg¢,

Lin Menghai Zhang Qianer

(Chemistry Department, Xiamen University, Xiamen 361005)

The Quantitative calculations have been performed by the SCC~DV~Xa method on the
trigonal prism clusters Tc,Cl3;, Tc,Cl3; and TcgBry,ee++=+. The results show, that a majority of

metal bonding of Tc,C13; are analogous to those of Tc,Cl};. However, the bond order is slightly
lower than that of Tc,Cl%;. In the TcyBr,, the 22 metal bonding orbitals made up of two, four or

more Tc atoms, occupy the edges or the faces of polyhedron.

There are single, double or multible bonds between Tc atoms, its bond order may be a inte-

ger or a fraction, because the transition metal clusters contain a lot of ¢ orbitals and the

polyhedron possesses a characteristic structure. Some diagrams of bonding MO bctween metal

atoms are given.
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