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Reaction rate constant of the ScO radical with oxygen molecule in gas phase

(Japan Women’s Univ'.,Ochanomizu Univ.?) o Takashi Imajo!, Nami Yamakita!, Tsuneo Hirano?

The potential energy surface of the reaction of ScO and Os has been calculated by MCSCF/[ANO-RCC QZ(SC),
ANO-RCC QZ+g(0)]with non-plain Cs symmetry. Activation energy is calculated with 30.0 kJ mol™. We reported
the activation energy of the reaction of ScO and Oz with plain Ca, symmetry was 134.8 kJ mol~'. Considering
activation energies with plain and non-plain geometry, it is supposed that this reaction might proceed non-plain
reaction path. Orbital interaction in the reaction product of OScO2 with non-plain Cs; symmetry has been
inspected to elucidate which orbitals are important to stabilize the product. We will present details of the orbital
interactions at the conference.
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