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# 1 SURIEOHE I SR D KA = L% —(keal mol )

normal intl(z-0% int2(x-0%*  tautomer
7TAI(H20)2 CIS 0.0 17.1 18.6 -16.0
CASPT2 0.0 31.5 31.1 -17.8
7TAI(CH30H)2 CIS 0.0 20.4 22.3 -15.9
CASPT2 0.0 38.8 39.0 -17.1
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