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Theoretical investigation on the reaction mechanism of N.O + CO
catalyzed by Ca’
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Abstract: The mechanism of the gas-phase reaction N2O and CO catalyzed by Ca” has been investigated on doublet
electronic state potential energy surface. The reactions are studied by using the B3LYP density funct ional method and
the ce-pVTZ basis se. Our calculated results show that both steps of the reaction are exothermic and the overall
exothermicity is 358 kJ*mol l, which are close to the experimental observations. The O- atom affinities of the correla-
tive species were calculated, which testified that the cyclic, catalytic fundion of Ca® was thermodynamically allowed.
Our results may be helpful for future experimental investigation of the title reaction.
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