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Table 1. Energetics (in kcal/mol) of the rotational stationary points of formates

methyl formate [CH;CO(O)H] trifluoromethyl formate [ CF;CO(O)H]

AE, AH (298 K) AG (298 K) AE, AH (298 K) AG (298 K)
E-Z 5.46 521 4.59 134 1.27 0.85
TS-Z 13.55 12.50 12.91 7.50 6.66 6.96
TS-E 8.10 7.30 8.33 6.15 5.39 6.10
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