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C=N
1640 cm'? 1628 cm't Method IV

Method | Method |1 Method IV Method | Method |1 Method IV

C=C, -178.7 -178.2 -178.6 -179.7 -179.0 -179.9

Cr C; 179.1 179.1 179.4 -174.3 -174.3 -174.4

Cs=C, 180.0 179.9 179.9 -177.1 -176.0 -176.3

Cs Cs 179.9 179.9 180.0 -177.7 -177.1 -178.2

Cs=Cs 180.0 179.9 -179.9 -174.6 -174.3 -174.3

Ce C; 180.0 180.0 180.0 176.6 179.4 176.4

C=Cs 180.0 180.0 -179.9 -170.2 -173.7 -169.8

Cs- Co 180.0 180.0 180.0 175.0 177.4 175.2

Co=N 180.0 180.0 180.0 -169.9 -169.8 -169.9
C=N cm't

Method | Method |1 Method IV Method | Method |1 Method IV

1640 1621 1635 1644 1643 1646

1623 1607 1624 1620 1621 1631

17 14 11 24 22 15

Gaussian03
HF 0.89 B3LYP 095 MP2 0.93
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