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TAS hya(H*) (keal/mol)

# 1. BWIFN Gibbs TR L F— L ZD T Z L E—(AHwd) + =2 k1 B —(TASwyd)E4y. SHE O FF 55 5

Molocule AHhya(H) TAShya°(H*) AGhya*(H) SHE V)
(kcal/mol) (kcal/mol) (kcal/mol)

H;0* -241.79 -7.82 -233.97 5.72
H30*(H20) —257.62 -8.68 —248.94 5.07
H30*(Hz0)2 -265.38 -8.16 -257.22 4.71
H30*(Hz0)3 —-271.74 -9.59 -262.15 4.50
H30*(H20)4 -274.41 -8.77 —-265.64 4.35
H30*(Hz20)s -275.66 -8.78 -266.88 4.29
H30*(H20)s -275.65 -7.77 -267.88 4.25

Experimental -271.6 ~ -275.3 -7.3~-11.9 -263.1 ~ -265.9 4.28 ~ 4.29

a) M. D. Tissandier, K. A. Cowen, W. Y. Feng, E. Gundlach, et al, J. Phys. Chem. A, 102, (1998) 7787; A. A. Isse, A. Gennaro, J.
Phys. Chem. B, 114, (2010) 7894; W. A. Donald, E. R. Williams, J. Phys. Chem. B, 114, (2010) 13189.
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"Quantum Chemical Approach for Condensed-Phase Thermochemistry (III): Accurate
Evaluation of Proton Hydration Energy and Standard Hydrogen Electrode Potential"
A. Ishikawa, H. Nakai, Chem. Phys. Lett., 650, 159 (2016)
"Theoretical Analysis of the Oxidation Potentials of Organic Electrolyte Solvents"
M. Okoshi, A. Ishikawa, Y. Kawamura, and H. Nakai, ECS Electrochem. Lett., 4, A103 (2015)
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Atsushi  Ishikawa, Hiromi Nakai, "Quantum chemistry calculation for
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K omatl. % 9 mloRERlins, 201649 7 16 H
Atsushi Ishikawa, Hiromi Nakai, "Quantum chemical approach for condensed-phase
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