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5o Table I. H§IEHANALD = 3L —[EkE

45 method basis barrier/kcal/mol
8 aug-cc-pVDZ 1.604
B ~—cc-pVDZ
—=-aug-cc-pvD2 MP2 aug-cc-pVTZ 1.357

3.0 —cc-pVTZ

35 aug-cc-pvTZ aug-CC-pVQZ 1.351
58 aug-cc-pVDZ 2.444
15 DFT(B3LYP) | aug-cc-pVTZ 2.419
Lo aug-cc-pVQZ 2.364
0.5 I aug-cc-pVDZ 1.772
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