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Table 1 Structual parameters of (£)-acetophenone oxime
parametersa) small amplitude large amplitude
B3LYP constraints MP2 constraints B3LYP constraints MP2 constraints
r(C-C)(ring) 1.402 (4) 1.405 (4) 1.400 (2) 1.401 (2)
r(C1-C7) 1.505 (7) 1.498 (8) 1.496 (6) 1.490 (6)
r(C7-N8) 1.274 (9) 1.273 (10) 1.278 (10) 1.279 (9)
r(N8-09) 1.398 (19) 1.384 (23) 1.408 (fixed) 1.408 (fixed)
r(C2-H11) 1.092 (9) 1.094 (9) 1.091 (7) 1.099 (7)
CCC(ring)” 120.0 (5) 120.0 (5) 120.0 (2) 120.0 (3)
C1C7N8 116.8 (13) 117.3 (15) 117.1 (15) 116.9 (17)
C7N809 117.3 (26) 1186 (32) 113.0 (15) 1118 (16)
N8C7C10 1195 (33) 1175 (33) 120.2 (13) 1204 (14)
caci1cy 122.6 (16) 122.5 (18) 1215 (16) 121.8 (16)
R -factor 0.058 0.064 0.051 0.052

a)Distance in angstroms and angles in degrees.Values in parentheses are estimated 3¢ uncertainties.

b)Average value.
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