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Quantum topological analysis of two S-ylide reactions b 0 B S 5E R
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Abstract MPS(FC)6-311+ +G(d,p) calculations were carried out for S-ylide and S-ylide-like radical reaction paths. The |y x5 ff: 2 3 3 25

geometry structures of the intermediates, the transition states and the products were optimized and IRC calculations were -

employed. We emphasize on the investigation of the topological properties of the two reactions. The changing trendsof | ~

the chemical bonds were discussed. The energy transition states (ETS) and the structure transition states (STS) of thetwd =  AtH4%

reactions were found. The A type topological structure were formed in the STS, not in the ETS. - LA
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