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Figure 1. Structures of the transition states for the elementary step (R-2) for hydrolysis of CF,O. A:
four-membered transition state with a single H,O molecule, B: six-membered transition state with two H,O
molecules. The atom distances optimized at the levels of MP2/cc-pVTZ, MP2/aug-cc-pVTZ (in
parentheses), and MP2/cc-pVQZ (in square brackets) are given in A.
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Figure 2. Schematic diagram of relative energy levels (calculated at MP2/cc-pVQZ + ZPE) of the
stationary points for hydrolysis of CF,0. Broken line: CF,0 + H,O (n= 1), solid line: CF,0 + 2H,0 (n=
2).
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