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1 MO calculation S2

2. NMR S7



1. The geometrical coordinates of 3a and 3a-H* optimized at the MP2/6-31G*

level.

3a

6 0 2.108182 0.868718  -0.115875
6 0 3.367099 1.359353  -0.240888
6 0 4.612487 0.615377  -0.177189
6 0 5.836285 1.295347  -0.330969
6 0 7.059518 0.644843  -0.277642
6 0 7.128123  -0.753185  -0.068162
6 0 5.899466  -1.443420 0.095575
6 0 4.688150  -0.776640 0.039573
6 0 -1.251829 2.187642  -0.107041
7 0 -0.321340 1.162319 0.027714
5 0 -0.747696  -0.189243 0.641475
7 0 -2.300846  -0.343639 0.259485
7 0 -3.156727 0.751200 0.248156
6 0 -2.609194 1.948097 0.050534
6 0 -2.822785  -1.535423 0.011216
6 0 -4.173571  -1.782270  -0.221858
7 0 -5.110973  -0.760452  -0.094361
5 0 -4.731227 0.607449 0.509322
6 0 -0.566793 3.391741  -0.441251
6 0 0.775709 3.060141  -0.501852
6 0 0.918242 1.675652  -0.196312
6 0 -4.839561  -2.972014  -0.611253
6 0 -6.189309  -2.630217 -0.709884
6 0 -6.330535  -1.268687  -0.374760

9 0 -0.627327  -0.180534 2.013780
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2. NMR of 3a
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I akeTal

i
(



(14) wdd

0s1
\

(o[0]
\

_—— 1561.627

(\_ 151.087

S 150277
140753
T 140.054
—

~— 137.798
-
\¥ 133.723

S 132,401
L 128985
W 124,499
W\ 124.094
;\\M 123.367
‘\\i\'\\‘_\\; 118.243
W\ 114,583

I\ 112.819

V111,990

A\
L 110.952

—— 77.254

\“‘7 77.000
S 76.746

40.227

—— 14.135
e 14.108

\\¥ 11.215

S 11.103

BC NMR of 3a

000} —.
0051 —
0002 —
0062 —




