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Abgract A dnget potential energy suface (PES) of HPOS sysem including eighteen iomers, twenty-five
trandtion gates and di ssociation fragments has been invedigated a MP2/ 6311 + + G(d, p) and QCID(T)/
6311+ + G(3d, 2p) (dngepoint) leveds of theory. The gructures and isomerizations of the optimized
iomers are discussed , while their possble disociation pathways are predicted. In al the optimized iomers,
eight gecies, i.e., dsHOPS, trans HOPS, trans HSPO, cdsHSPO, HP(O) S(Cs) , trans HPO, ds
HPD and HP (O) S(C1), can be conddered as kingicaly dable isomers, and may be detected
experimentally. The calculated results indicate that the sronger hypervadent cgpacities of P and S play an
important role in decreas ng the energy and increas ng kinetic sability of isomers. The compari on among HROS
gydem and its andogs, HRO, , HPS; and HNOS, is made.
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Figure 1 Predicted geometric sructuresfor HPOS isomers [ bond lengths: nm; bond anges: (°) ]
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Figure 2 The dructurd parameters of optimized trandtion gates of HPOS sygem [ bond lengths: nm; bond anges: (°) ]
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