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Gaussian98 MP2, MP4, QCISD, CCSD(T)
TS ( keal/mol)
CH3;NC-CH3CN ¢-C,H,0-CH3;CHO
QCISD CCSD(T) QCISD CCSD(T)
6-311G(d,p) 414 39.9 56.5 49.6
Aug-cc-pvVDZ  40.4 39.0 50.4 47.5
cc-pvVTZ 413 39.8 57.6 52.6
Aug-cc-pVTZ 40.9 39.4
Experiment 38.4 57




