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Table 1. CONQUEST &EFILFEHIZEL S DNA IBEF DR EILTHILF— (kcal/mol)

CONQUEST Quantum Chemistry Calc.
LDA PBE revPBE LDA PBE revPBE CCSD(T)
corrected®
DZP cc-pVDZ CBS
A-T pair -25.67 -14.74 -10.25 -24.11  -13.86 -9.80 -15.43
G-C pair -42.37 -27.58 -21.57 -40.93 -2643 -20.69 -28.80
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