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Table S2.   Infrared spectra of compound 1 (wavenumbers, cm-1; intensity)


Calcd.
Gas b
Solid (KBr)
Solid (nujol) Modes




Freq.
Int. a
Freq.
Int.
Freq.
Int.
Freq.
Int.

1
12
0.005
—
—
—
—
—
—

2
19
0.15
—
—
—
—
—
—

3
89
1.15
—
—
—
—
—
—

4
106
2.30
—
—
—
—
—
—

5
172
0.54
—
—
—
—
—
—

6
205
1.67
—
—
—
—
—
—

7
257
0.58
—
—
—
—
—
—

8
348
0.38
—
—
—
—
—
—

9
381
1.23
—
—
—
—
—
—

10
413
4.47
—
—
—
—
—
—

11
424
0.26
—
—
428.0
W
427.5
W

12
453
18.97
—
—
469.0
M
468.5
M

13
526
15.44
—
—
—
—
—
—

14
541
14.54
—
—
—
—
541.0
W

15
558
3.30
—
—
—
—
—
—

16
582
24.98
—
—
—
—
—
—

17
585
36.55
665
6.9
603.0
M
602.5
M

18
714
19.56
—
—
707.5
W
—
—

19
722
1.88
—
—
728.0
M
724.5
M

20
736
1.95
—
—
737.5
M
737.0
M

21
742
26.18
756.5
6.4
759.0
S
758.0
S

22
860
50.04
833.5
4.1
836.0
S
832.0
S

23
953
44.76
—
—
975.0
S
970.5
S

24
973
50.16
970.5
6.2
993.0
S
991.5
S

25
1064
83.49
1069.5
9.6
1073.5
S
1071.5
S

26
1135
61.60
—
—
1140.0
S
1154 (br)
S

27
1188
134.24
—
—
1160 (br)
S
1170 (br)
S

28
1214
33.78
1171.5
46.3 c
—
—
—
—

29
1219
557.19
1171.5
46.3 c
—
—
—
—

30
1235
86.19
1217.0
15.1
1235.5
M
1229.5
M

31
1248
377.36
1264.0
46.9 d
1263 (br)
S
1261.5
S

32
1264
671.20
1264.0
46.9 d
1263 (br)
S
1261.5
S

33
1321
59.64
1329.5
11.5
1331.0
M
1327.5
W

34
1443
74.89
1427.0
4.9
1449.0
W
1452.5
S

35
1464
9.37
—
—
—
—
1459.0
S

36
1508
15.29
1502.0
2.3
1509.5
W
1502.5
W

37
1617
23.01
1590.5
4.0
1594.5
W
1590.0
W

38
3105
2.56
2921.5
3.8
2900–
M
2727–
M

39
3486
161.28
3497.0
14.4
3200 (br)
M
3150 (br)
M

a Intensity in KM mol–1. b The cell absorbs beyond 600 cm–1. c,d Two overlapping bands.

