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Abstract The reactbn m echan in of CH,CO with NCO has been suud ed usng the B3LYP/6-311G"" and CCSD (T)

theory The calculatons reveal a typical addition-elin inatbn m echanian br the title reaction and the hydrogen astracton to

bm the ketenyl radical (HCCO) is verified to be am nor reacton channel The camputatbnal resu lism anifest that he reac-

ton channel of forn ing CO & the dam nant one At the sane ting the results can qualitatvely explain the experinental coex-

istence phenon ena of the prin ary products and the otherm nor products
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