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Soc. 2003, 125, 10429–10436]. Claudio Carra,
Nedialka Iordanova, and Sharon Hammes-Schiffer*

Page 10431. One of the parameters in the gas phase empirical
valence bond (EVB) potential for the proton-coupled electron
transfer reaction was inadvertently given incorrectly. In the gas
phase EVB potential, the OA-OD distance was 2.364 Å rather
than the previously reported value of 2.63 Å, which was the
distance used in the calculations of the solvation and reorganiza-
tion energies. Since the coupling VPT in the gas phase EVB
potential was fit to the experimental rate at pH ) 7, the OA-OD

distance can be viewed as a parameter in the empirical potential.
If a longer OA-OD distance were used in the gas phase EVB
potential, typically a larger value of VPT would be required to
reproduce the same experimental rate, but the qualitative analysis
would not be altered. This reporting error for a single parameter
does not impact the results and conclusions.
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