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Table S1. 13C Chemical shifts for GDA (1) and GDA-KBArFzo (4) in CeHe-ds

Carbon GDAa GDA-KBARF
# (0) (®)

1 168.6 171.6
2 76.4 78.8
3 140.7 139.8
3=C 112.0 112.8
4 41.4 41.2
5 70.9 67.1
6 80.8 83.5
7 73.6 73.6
8 149.2 149.9
8=C 108.0 107.3
9 345 29.6
9-Me 20.8 17.5
10 44.3 394
11 100.4 101.2
12 150.4 144.3
12=C 110.4 110.9
13 27.7 29.5
14 255 28.7
15 76.4 73.5
16 77.0 75.9
17 27.7 26.7
18 123.7 127.7
19 129.7 124.1
20 76.8 78.4
21 82.0 80.6
22 30.7 24.6
23 31.8 29.8
24 79.8 82.6
25 147.9 152.2
25=C 113.2 108.9
26 81.4 74.5
27 73.3 77.2
28 32.7 31.9
29 136.2 135.5
30 123.7 125.2
31 73.9 76.8
32 97.7 97.8
33 41.5 41.8
33-Me 13.0 13.7
34 311 31.4
34-Me 201 20.3
35 34.6 34.7
36 60.5 61.0

aTakeda et al. (2008) Organic Lett. 10, 1013-1016 (p. S17).
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Table S2. Atomic coordinates of GDA-KBArF;o (4) determined by four-fold
constrained molecular dynamics simulations.

0] 16.60 13.26 15.84
0] 16.37 14.19 17.90
0] 17.33 16.46 15.55
0] 20.50 17.88 14.53
0] 16.77 19.04 14.38
0] 14.97 20.36 14.44
0] 12.15 19.93 14.20
0] 11.21 17.18 14.73
0] 12.53 15.56 12.59
0] 14.91 14.86 14.36
0] 18.36 10.85 15.23
0] 18.45 11.76 17.37
C 16.92 14.28 16.77
C 17.89 15.38 16.32
C 19.11 14.84 15.59
C 19.39 15.64 14.34
C 19.23 17.17 14.43
C 18.29 17.52 15.56
C 20.25 14.01 16.26
C 17.75 18.96 15.44
C 18.83 20.00 15.44
C 19.92 20.03 16.61
C 18.71 21.18 14.54
C 19.29 22.50 15.02
C 17.21 21.39 14.33
C 16.31 20.27 13.87
C 16.22 20.25 12.40
C 17.35 19.58 11.56
C 15.21 21.23 11.65
C 13.87 21.11 12.30
C 14.10 21.41 13.78
C 12.72 21.24 14.50
C 12.66 21.47 15.99
C 11.24 21.12 16.65
C 10.23 20.26 15.86
C 10.65 19.76 14.38
C 10.33 18.27 14.09
C 8.80 17.74 14.25
C 8.87 16.23 14.74
C 10.43 15.90 15.03
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