Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2011

Supporting Information for
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Table S1 Selected bond lengths (A) and angles (°) for 1-4.

1
Cd(1)-0(1) 2233(6)  Cd(1)-0(3)#2 2.444(6)  Cd(1)-O(4)#2 2372(5)
Cd(1)-0(5)#1 2437(14)  Cd(1)-0(6)#1 2304(15)  Cd(1)-0(7) 2.565(7)
Cd(2)-0(2) 2.185(5)  Cd(2)-O(4)#2 2269(6)  Cd(2)-0(7) 2.347(6)
0(1)-Cd(1)-0(8) 87.7(7) 0(1)-Cd(1)-O(6)#1 136.53)  O(1)-Cd(1)-O(4)#2 95.0(2)
O(1)-Cd(1)-0(5)#1 82.5(3) 0(1)-Cd(1)-0(3)#2 1482(2)  O(1)-Cd(1)-0(7) 79.8(2)
0(2)-Cd(2)-O(4)#4 94.8(2) 0(2)-Cd(2)-0(4)#2 85.2(2) 0(2)-Cd(2)-0(7)#3 86.4(2)
0(2)-Cd(2)-0(7) 93.6(2) 0(3)#2-Cd(1)-0(7) 97.1(2) O(4)#2-Cd(1)-0(7) 74.9(2)
O(4)#2-Cd(2)-0(7) 98.8(2) O(4)#2-Cd(2)-0(7) 81.2(2) O@H2-Cd(1)-0(5)#1  162.1(4)
0(4)#2-Cd(1)-0(3)#2 54.2(2) OB5)#1-Cd(1)-0B3)#2  1292(3)  O(5)#1-Cd(1)-0(7) 87.3(4)
O(6)#1-Cd(1)-0(3)#2 75.0(3) O(6)#1-Cd(1)-0(5) #1  54.3(4) O(6)#1-Cd(1)-0(7) 92.2(4)
0(6)#1-Cd(1)-O(4)#2 1243(4)  O(8)-Cd(1)-0(6)#1 97.3(8) O(8)-Cd(1)-O(4)#2 105.8(7)
0(8)-Cd(1)-0(5)#1 91.8(8) 0(8)-Cd(1)-0(3)#2 93.1(7) 0(8)-Cd(1)-0(7) 167.5(7)

2
Cd(1)-0(1) 23923)  Cd(1)-0(2) 23593)  Cd(1)-O(3)H#4 2.350(4)
Cd(1)-O(4)H4 2455(4)  Cd(1)-0(5)#3 2483(4)  Cd(1)-0(6)#3 23073)
Cd(1)-N(1) 2.294(3)
0(2)-Cd(1)-0(1) 54.84(11)  OQ)#4-Cd(1)-O(4)#4  54.07(12)  O(6)#3-Cd(1)-0(5)#3  54.65(13)

N(1)-Cd(1)-0(1) 85.70(12)  N(1)-Cd(1)-O(4)#4 92.79(16)  N(1)-Cd(1)-O(5)#3 86.53(13)
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3

Cd(1)-0(1) 23353)  Cd(1)-0(2) 2337)  Cd(1)-0(7) 2.518(3)
Cd(1)-0(8) 23193)  Cd(2)-003) 2285(3)  Cd(2)-0(4) 2.5193)
Cd(1)-N(1) 23373)  Cd(1)-0(11)#2 24923)  Cd(1)-0(12)#2 23173)
Cd(2)-0(5 )4 2406(3)  Cd(2)-O(6)H4 2336(3)  Cd(2)-009)#1 2378(3)
Cd(2)-0(10)#1 24793)  CdQ)-NQM3 2.324(3)

0(2)-Cd(1)-0(1) 55.81(10)  O(8)-Cd(1)-0(7) 53.68(10)  O(4)-Cd(2)-0(3) 53.94(10)
N(1)-Cd(1)-0(1) 89.11(11)  N(1)-Cd(1)-0(7) 86.06(11)  N(1)-Cd(1)-O(8) 99.23(13)

O(1#2-Cd(1)-O(12)#2  54.54(10)  O(6)#4-Cd(2)-0(5)#4  55.10(10)  O(9)#1-Cd(2)-O(10)#1  53.77(11)

N()#3-Cd(2)-0(4) 84.72(11)  N(Q#3-CdQ2)-0(5)#4  85.17(11)  N(Q#3-Cd(2)-0(10)#1  85.77(12)
4

Cd(1)-0(1) 2458(7)  Cd(1)-0(2) 2374(7)  Cd(1)-0(3)#2 2.403(7)
Cd(1)-O(4)#2 2305(7)  Cd(1)-O(6)#1 2250(6)  Cd(1)-N(1) 2.220(9)
Cd(2)-N(3) 233809)  Cd(2)-N(5) 23219)  Cd(2)-0(1W) 2.354(7)
0(2)-Cd(1)-0(1) 54.5(2) O@#2-Cd(D)-0B3)H2  55.7(2) O(6)#1-Cd(1)-O(1) 86.2(2)
0(6)#1-Cd(1)-0(3)#2 89.6(2) N(1)-Cd(1)-0(2) 95.3(3) N(1)-Cd(1)-O(4)#2 90.8(3)
N(1)-Cd(1)-O(6)#1 107.73)  O(IW)-Cd(2)-O(1W)#3  177.63)  N(3)-Cd(2)-O(1W) 86.3(3)
N(3)-Cd(2)-NG3)#3 85.3(4) N(5)-Cd(2)-O(1W) 88.7(3) N(5)-Cd(2)-N(3) 92.0(3)

Symmetry codes: #1 x, y+1, z, #2 x-1/2, y+1/2, z, #3 -x+3/2, -y+3/2, -z+1, #4 -x+2, -y+1, -z+1, for 1; #1 -x+3/2,
y-1/2, -z+3/2, #2 -x+1/2, y-1/2, -z+1/2, #3 -x+1/2, y+1/2, -z+1/2, #4 -x+3/2, y+1/2, -z+3/2, for 2; #1 -x+1, y+1/2,
-z+1/2, #2 x+1, y-1/2, -z+1/2, #3 -x, -y+1, -z, #4 -x, y+1/2, -z-3/2, for 3; #1 -x, y-1/2, -z-3/2, #2 -x+1, y+1/2,

-z+1/2, #3 -x+1, y-1/2, -z+1/2, #4 -x, -y+1, -z, #5 -x, y+1/2, -z-3/2, for 4.
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Fig. S1 The XPRD pattern for 1 (a), and the variable temperature PXRD patterns for
2 (b), 3 (¢), and 4 (d), respectively.
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Fig. S2 The 3D structure of 1, showing there is almost no pores.
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Fig. S3 The gas sorption isotherms of CO, for desolvated 3 degassed at 513 K (a) and
383 K (b), respectively.



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2011

(e}
1000+ 10000+ O%O
(a) (b)
(e}
€ [y OOo
il
o 1004 10004 OoO
[e)) o
2 2 %
(e}
(e}
100 %
104 o,
o °
© %o
40 60 8 100 120 140 160 20 40 60 80 100 120 140 160
Time (ns) Time (ns)
10004
1004 (d)
= 100 = %,
104
g ? o,
- R o
O O
O 00
104 00 ®®O©
14 0 O @IOO
80 100 120 140 160 180 200 40 60 80 100 120
Time (ns) Time (ns)

Fig. S4 The Emission decay patterns for 1 (a), 2 (b), 3 (¢) and 4 (d).
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