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*_OH : Table 1 OO00O0OOOOOOOOOCOOOOOO
©/ 2HP © PN LA 6-31G* 6-31++G** __ 6-311++G**
2-hydroxyphenyl &y —ydroxypheny Phenol 0.972 (9.1) 0.981 (11.2 0.985 (10.4
PO 0.969 ( 7.4) 0.979 (7.1) 0.983 (5.7)
2HP 0.969 (7.7) 0.980 (7.1) 0.983 (5.7)
of o 4HP 0.966 (5.9) 0.977 (5.1) 0.981 (4.3)
OH
PO ©/ 2HPO Catechol ~ 0.973(13.8) 0983 (10.8)  0.987 (10.0)
Phenoxyl [3] 2-hydroxyphenoxyl ~ 2HPO 0.970 (12.6)  0.980 ( 9.1) 0.983 (8.3)
) DAB 0965 (11.7)  0.976 (9.3) 0.979 (7.6)
NH . 4AA 0.969 (9.1) 0.979 (8.1) 0.981 ( 6.3)
N— N
© 4AA (] jN Ad Adenine 0972 (102) 0978 (11.9)  0.984 (9.9)
4-aminoanilino N Aneninyl Ad 0.971 (11.1) __ 0.976 (10.4) 0.981 ( 9.5)
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