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Calculations on the mechanism and dynamics of the reaction H+HNCO—NH2+CO
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Abstract The mechanism of the reaction HFHNCO—NH2+CO that the first step producing an intermediate H2NCO | A 3 {3 AH 0 30 25
complex isacontrolling step has been calculated by ab initio MO method. On this basis, the reaction path, the dynamical
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properties along the reaction path and CVT (canonical variational theory) rate constants of the controlling step were y
investigated. The reults show that the recrossing and tunneling effects exist and the corrections by means of CVT method | ~ FUKR
and small curvature approximation method are efficient respectively. - XFE
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