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Abstract: b A

F CNH %

Carbonyl sulfide (OCS) is known to be an important atmospheric species The microcosmic mechanism bR AL

for the reaction of OCS with CN radicals is studied by using high level molecular orbital theory b S 3 i

Geometries of the reactants, intermediates, transition states, and products are optimized at the B3LYP

level with the 6-31G(2df) basis set The single-point energy calculations are carried out at the QCISD
(T)/6-311+G(3df) level The profile of the potential energy surface is constructed The result shows that b FNER

the NCS and CO product channel dominates this reaction under general atmospheric conditions. B B

However, the forming of CNS and CO products may become a competitive channel with a temperature

increase, especially at the combustion process of sulfur-containing systems.
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