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APPENDIX
Isomerism, Conformation Total Energy Binding Dipole
Energy Moment
(B.UL) (2.U.) (D)

Anti-Isomerism of Acetophe

-noxime H\t/

160.6611 661.7124

668.4553

652.6269

658.7766
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Total Binding Dipole
Isomerism, Conformation Energy Energy Moment
(A.U.) (A.U.) (D)
Syn-Isomerism of Acetophe-
noxime Hoy
'\.‘; Y
. I
\@ -10.8277 1.5075
Hed
cl :
\@ 1.1396 2.1808
a4
-10.4625 5.9800
cl

2,229k
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Under the assumption of these approximate bond lenghts and bond

angles (32, 33) :

aliphatic C - aromatic C 1.470 A
aromatic C - aromatic C 1.410 ©°a _
aromatic C -.Cl 1.860 °a
aromatic C - 1.395 °a
conbonyl C - 1.395 °a
C=N 1.270 °a
N-oO0 1.380 °a
O - H (oxime) 0.960 °a
O - H (phenol) 0.960 °a
aromatic C - H 1.060 °a
aliphatic C - H 1.090 ©°a

aromatic ring Sigy . 20
methyl group & "" 09.5°
- _
| , |

%ﬁﬂumwﬂ TNYINT

120°

ARAININYINIINYIAY

q

H

aromatic C-O/ 105
/H
=N-0 105
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