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Quantum calculations on the collinear reaction CI+HCI. | study on oscillations of the reaction
JU GUANZHI,CHEN DEZHAN

Abstract for the collinear reaction Cl + HCI (v ?3) ?CIH (v' ?3) to Cl using hyperspherical coordinates. An LEPS
potential energy surface with a shallow well depth of -3.22 kJ/mol was used in the calcns. The state-to-state reaction
probabilities were calculated The diagonal (v = V') reaction probabilities dominate over the off-diagonal (v ') reaction
probabilities and the largest off-diagonal reaction probability is <0.1. The reaction probabilities show oscillations as a
function of energy. Dynamic resonances are more pronounced for the potential energy surface with awell.
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