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Table I. Excitation energies, electronic coupling energies, and rotational strength.?

TD-B3LYP TD-rCAM-B3LYP SAC-CI Expt.”
Eex (eV) 3.15 (3.31) 4.00 (4.17) 3.50 (3.52) 3.26
Veou (cm™) 252.8 (447.6) 327.8 (612.5) 517.8 (510.6)
R (10 cgs) -15.0 (-25.5) 44.0 (36.9) -12.8 (-13.4)

& Data in parenthesis was calculated in gas phase. The atomic coordinate used was the same as that in
methylene chloride, ° Ref. [1].
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