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Free energy profiles for electronically excited states: RISM—-TDDFT approach

(Kyoto Univ. FIFC) Noriyuki Minezawa
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ACO)/A 1.316 1.316 1.309
ACC) /A 1.508 1.513 1.521
Z CCC 120.2 119.8 1178
Z CCO 114.9 1146 1145
Z 0-CCC 323 33.7 36.5

Dipole/D 1.85 2.35 2.32




