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Abstract:
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By means of the B3LYP and CCSD(T)(single-point) methods, we investigated the isomeric structures RS R SR

L
and thermodynamic stabilities of four hexa-atomic systems [MAI5]+(M=Si,Ge,Sn,Pb). The results sho_
that although bearing the same 18-valence electrons as [CAI.]", all the [MAI.]*(M=Si, Ge, Sn, Pb) PubMed

1
systems do not have a planar pentacoordinate M isomer. Fnstead, the glo%al structure is acC,-
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symmetrized butterfly isomer Intl. This can be rationalized that the bulkier central atom M(Si, Ge, Sn,
Pb) than C has significantly destructed the stability of the planar pentacoordinate structure of [MAI5]+.
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