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Table S1. Crystal data and structure refinement parameters for complexes 1-5.

Compound No. 1 2 3 4 5

C36HsN4O11,CdA CyH2N4O9I,CdAg  C1sH1oNO4 TAgs  CpoHisN2O04lAgy  CayH3uNgOsloAg
formula

£2 2 4
fw 1274.58 1286.58 598.87 689.98 1488.07
crystal system Monoclinic Monoclinic Monoclinic Triclinic Triclinic
space group P2,/c P2,/c C2/c P1 P1
a(A) 14.0054(3) 15.7940(5) 26.0990(17) 9.2367(9) 11.2576(4)
b(A) 15.1789(3) 13.4071(6) 8.7015(3) 9.3456(8) 12.6293(4)
c(A) 18.5649(3) 17.8147(8) 15.0839(9) 13.4445(11) 16.9504(3)
a(®) 90.00 90.00 90.00 88.897(7) 102.542(3)
L) 94.108(2) 93.021(3) 116.468(8) 71.282(8) 93.087(3)
7 (°) 90.00 90.00 90.00 67.893(8) 106.942(3)
V(A% 3936.51(13) 3767.1(3) 3066.5(4) 1011.53(16) 2232.56(14)
z 4 4 8 2 2
De (g-cm ™) 2.151 2.269 2.594 2.265 2214
F(000) 2432 2448 2240 656 1424
reflns collected 15670 14285 6301 7642 14176
Independent reflns 6923 6616 2697 3565 7839
R(int) 0.0297 0.0358 0.0285 0.0338 0.0270
GOF on F* 1.077 1.091 1.064 1.001 1.074
R\“(I>25 (1)) 0.0396 0.0760 0.0387 0.0332 0.0492
WR,? (I>20(1)) 0.0727 0.1563 0.1240 0.0665 0.1126

Ry =S NFI=IFNYIF . "WRy = [Sw(Fo> —F )Y w(F )"

Table S2. Selected Bond Distances and Angles for Compounds 1-5.

Compound 1°

Ag(1)-N@3) 2.1754)  Ag(1)-N(1) 2.160(4)
Ag(2)-NQ)#3 21724)  Ag(2)-N@) 2.171(4)
Ag(2)-O(1W) 2.555(5)  Cd(1)-O@)#2 2.325(4)
Cd(1)-O4y#1 2247(4)  Cd(1)-O(6) 2.295(3)
cd(1)-0(1) 22094)  N(G3)-Ag(1)-N(1) 159.48(18)

NQ)#3-Ag(2)-N(4) 162.09(19)  N(4)-Ag(2)-O(1W) 104.20(18)

NQW#3-Ag2)-O(1W)  92.92(18)  O(1)-Cd(1)-O@)#1 114.18(15)

OB)H2-Cd(1)-O@)#1  121.14(14)  OB)#2-Cd(1)-O(1) 93.58(14)

0(6)-Cd(1)-0(1) 121.93(13)  O(8)#2-Cd(1)-0(6) 117.49(13)
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O(4)#1-Cd(1)-0(6)

Ag(1)-N(1)

Ag(1)-04)

Ag(2)-N(4)

Cd(1)-0(3)H4

Cd(1)-0(5)

Cd(1)-0(2)

N(2)-Ag(1)-0(4)

O(4) ~Ag(1)-N(1)

0(3)#4-Cd(1)-0(5)

03 )#4-Cd(1)-0(1)

0(5)-Cd(1)-0(1)

O(7)#1-Cd(1)-0(2)

0(1)-Cd(1)-0(2)

O(7)#5-Cd(1)-0(6)

0(1)-Cd(1)-0(6)

N@3)-Ag(2)-N4)

N#)-Ag(2)-0(1)

Ag(1)-N(1)
Ag(2)-O(4)#1
Ag(2)-0Q)#2
0(4)#1-Ag(2)-0(3)

0(3)-Ag(2)-0Q)#2

Ag(1)-OQ)#1

Ag(1)-0(@d)2

Ag(2)-N(D)

0Q)#1-Ag(1)-O(4)#2

N(2)-Ag(2)-N(1)

91.07(14)
Compound 2

242209)  Ag(1)-NQ2)
2275(7)  Ag(2)-N@3)
237309)  Ag(2)-0O(1)
2247(7)  Cd(1)-O(7)#5
2291(7)  Cd(1)-0(1)
2472(7)  Cd(1)-0(6)
169.3(3)  NQ)-Ag(1)-N(1)
11123)  OR)#4—Cd(1)-O(7)#5
109.6(3)  O(7)#5-Cd(1)-0(5)
1183Q2)  O(7)#5-Cd(1)-0(1)
80.8(2) 0(3)#2-Cd(1)-0(2)
92.7(2) 0(5)-Cd(1)-0(2)
53.8(2) O(3)#4-Cd(1)-0(6)
83.7(2) 0(5)-Cd(1)-0(6)
1333(2)  0O(Q)-Cd(1)-0(6)
72.1(3) NG)-Ag2)-0(1)
92.6(3)

Compound 3
2.141(6)  Ag(1)-0(1)
220450  Ag(2)-0(3)
2468(5)  N(1)-Ag(1)-O(1)
159.42)  O@)#1-Ag2)-0Q)#2
91.69(18)

Compound 44

2.1943)  Ag(1)-O(1)
2486(3)  Ag(2)-N(Q2)
2.1974)  OQ)#1-Ag(1)-0(1)
99.81(12)  O(1)-Ag(1)-O(4)2
165.43(15)

2.252(9)

2.286(10)

2.526(8)

2.259(6)

2.355(7)

2.581(7)

712(3)

103.1(2)

123.9(2)

120.8(3)

85.7(3)

133.1(2)

89.1(2)

53.5(2)

172.8(2)

96.6(3)

2.227(5)

2.207(4)

144.2(2)

104.31(19)

2.241(3)

2.179(4)

158.62(13)

96.43(12)
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Compound 5°
Ag(1)-0(1) 23054)  Ag(1)-0(7) 2.339(4)
Ag(1)-O(8)H4 2404(4)  Ag(2)-0(4) 2.107(4)
Ag(2)-0(4) #5 2.1133)  Ag(5)-N@®)#6 2.097(4)
Ag(5)-N(8) 2097(5)  Ag(3)-N(1) 2.222(5)
Ag(3)-0(6) 2365(4)  Ag(3)-0(3)#1 2.458(4)
Ag(3)-0(5) 2569(4)  Ag(4)-N(5) 2.121(5)
Ag(4)-N(4) 2.124(5)  O(1)-Ag(1)-0(7) 102.97(16)

O(1)-Ag(1)-O(8)#4 129.32(14)  O(7)-Ag(1)-O(8)44 124.42(15)

O(4)-Ag(2)-0(d)45 180.0002)  N(8)-Ag(5)-N(8)#3 180.00(17)

N(1)~Ag(3)-0(6) 160.04(17)  N(1)-Ag(3)-O@3)#1 103.02(16)
0(6) —Ag(3)-03)#1 96.41(14)  N(1)-Ag(3)-0(5) 121.49(16)
0(6) ~Ag(3)-0(5) 53.09(13)  O@)#1-Ag(3)-0(5) 90.48(14)
N(5)-Ag(4)-N4) 174.02)

Symmetry codes: “#1 x-1, -y+1/2, z+1/2; #2 x, y-1, z; #3 x+1, y, z. b4 1-x, y+1/2, 1/2-z; #5 x+2, y-1/2,
1/2-z. H#1 -x+1, -y+3, -z; #2 X, y+1, z. | -X+2,-y,-7; #2 -x+1,-y+1,-z. “#1 -x, -y+1, -z+1; #2 -x-1, -y+1, -z+2; #3
-x+2, -y+2, -z-1. #4 -x, -y, -z; #5 x+1, y, z-1. #6 x-1, y-1, z.



Electronic Supplementary Material (ESI) for CrystEngComm

This journal is © The Royal Society of Chemistry 2013

Intensity(a.u.)

Experimental
Theoretical
) ) ] )
10 20 30 40
2Theta

50

Figure S1. The theoretical and experimental PXRD pattems for 1.
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Figure S2. The theoretical and experimental PXRD pattems for 2.
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Figure S3. The theoretical and experimental PXRD pattems for 3.
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Figure S4. The theoretical and experimental PXRD pattems for 4.
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Figure S5. The theoretical and experimental PXRD pattems for 5.
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Figure S6. TG curves for compounds 1-5.
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Figure S7. UV-vis absorption specture for ligand and compounds 1-5.



	Symmetry codes: PaP#1 x-1, -y+1/2, z+1/2; #2 x, y-1, z; #3 x+1, y, z. PbP#4 1-x, y+1/2, 1/2-z; #5 -x+2, y-1/2, 1/2-z. PcP#1 -x+1, -y+3, -z; #2 x, y+1, z. PdP#1 -x+2,-y,-z; #2 -x+1,-y+1,-z. Pe P#1 -x, -y+1, -z+1; #2 -x-1, -y+1, -z+2; #3 -x+2, -y+2, -z-...
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