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Fig. S1 Simulated (i) and experimental (ii) X-ray powder diffraction patterns for 1, 2 and 3. 
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Fig. S4 IR spectrum of 1 
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Fig. S5 IR spectrum of 2 

 
 

45
3.
3
4

53
3.

5
9

55
2.

2
5

68
7.
3
9

71
2.
4
1

76
9.

4
3

78
5.
8
4

83
0.
5
7

86
9.
9
6

95
8.
6
7

10
19
.
00

10
39
.
06

10
72
.
25

11
02
.
86

11
48
.
07

12
04
.
64

12
55
.
29

13
11
.
80

13
38
.
13

13
84
.
18

14
23

.
5814
74
.
85

15
71

.
15

16
09

.
3416

84
.
96

17
20

.
73

24
26
.
39

29
29
.
56

34
25
.
24

35
09
.
47

-15

-10

-5

 0

 5

 10

 15

 20

 25

 30

 35

 40

 45

 50

%T
ra
n
sm

i
tt

a
nc
e

 1000   2000   3000   4000  
Wavenumbers (cm-1)  

 

 
 

Fig. S6  IR spectrum of 3.
 

 

 

 

 

 

Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2012


