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X-ray structure of 8d (ORTEPs shown t 30% probability).
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Table 3. Calculation of conformers of benzoic anhydride

relative energy (kcal/mol)

MM2 2 AM1 P

® o
-0.29 -0.29 O S G
C|) C|) O/é\?/é o
@ {
c;0.07 £#037 c#037 70.07 i g O o 0.0 0.0
C/\C/\O/\C/\C d
| -0.14 | 012 o032 | -0.12 | -0.14
Cc:0.09 _c-0.07 c007 _C -0.09
\C/ \C/
-0.15 -0.15
0.5 2.4
5.0 debye
Scheme 2. Net atomic charges and dipole moment of benzoic anhydride calculated by AM 1.
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AM1 Calculation of the Dipole Moment:
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8b' (X=Y =Br)
8c' (X=Br, Y=CN)
8d' (X=Y=CN)

PEFE

(0.54 debye)

(2.56 debye)

(4.57 debye)

(6.30 debye)
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Scheme 7. Schematic representation of a chiral columnar structure of (S)-11.
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H3CO charge transition
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1) Direction of charge transition in n-7* and
n-n* of one molecule (MOS-F calculation of

trimethoxybenzoic anhydride)

Top view of the arrows

4 : electric transition moment
m : magnetic transition moment

2) n-mt* charge transition of neighboring
two molecules and sign in CD spectrum
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3) n-n* charge transition of alternating
two molecules and sign in CD spectrum
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