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Theoretical
Bond lengths(A) 1 2
O-H 0.9855 0.9860
H---O (N) 1.704 1.793
O---0 (N) 2.582 2.644
C5-02 1.340 1.334
C4=03 (N) 1.232 1.285
C5=C6 1.420 1.425
C4-C6 1.478 1.453
Bond angles (°)

03-02-H1* 215 24.4
H1-02-C5 107.6 109.9
02-C5-C6 123.0 122.8

C4-C6-C5 118.0 121.9

03=C4-C6* 122.7 120.7

Dihedral angles (°)
O3H102C5* 3.9 0.7
C7C6C502 -1.7 -0.2
C6C502H1 -3.7 0.0
C6C403H1* -8.8 0.6
C7C6C403 9.6 -0.3

* N9 atom is replaced for O3 atom in the second chelate.
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H---O H---N
pece (a.U.) 0.0473 0.0423
V2p ace (a.Ll) 0.0089 0.0071
Ve (a.u.) -0.0457 -0.0379
Ge (a.u.) 0.0407 0.0331
-Vc/Ge 1.1221 1.1435
Hecp (a.U.) -0.0050 -0.0048
Eng/kcal mol? 14.33 11.88
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Atom O-H---0 O-H---N
H1 0.505 0.518
02* -0.668 -0.655
O3(N) -0.636 -0.295
C4* 0.668 0.094
Cs* 0.382 0.396
C6* -0.228 -0.172

* The corresponding atoms in the second chelate
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