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Fig. S1  XRPD patterns of complexes 1-7: (a) for 1, (b) for 2, (c) for 3, (d) for 4, (e) 

for 5, (f) for 6, and (g) for 7. 
 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

(a) 

6 8 10 12 14 16 18 20 22 24 26 28 30

 simulated
 experimental

2θ  (deg)

6 8 10 12 14 16 18 20 22 24 26 28 30

 simulated
 experimental

2θ  (deg)
6 8 10 12 14 16 18 20 22 24 26 28 30

 simulated
 experimental

2θ  (deg)

200 250 300 350 400 450 500 550 600
0

100

200

300

400

500

600

700 359322

In
te
ns
iti
es

 (a
.u
.)

Wavelenghth(nm)



Supplementary Material (ESI) for Dalton Transactions 
This journal is © The Royal Society of Chemistry 2008 

 
 

 

 

 

 

 

 

 

 

 

 

 

 
(b) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

(c) 
 

 
 
 
 
 

 

 

 

 

 

 

 

 

 

(d) 

200 250 300 350 400 450 500 550 600
0

100

200

300

400

500

600

700 339309

In
te
ns
iti
es

 (a
.u
.)

Wavelenghth(nm)

200 250 300 350 400 450 500 550 600
0

100

200

300

400

500

600

700 337311

In
te
ns
iti
es

 (a
.u
.)

Wavelenghth(nm)

200 250 300 350 400 450 500 550 600
0

100

200

300

400

500

600

700 360326

In
te
ns
iti
es

 (a
.u
.)

Wavelenghth(nm)



Supplementary Material (ESI) for Dalton Transactions 
This journal is © The Royal Society of Chemistry 2008 

 
 
 
 
 
 
 
 
 
 
 
 

 
 

(e) 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

(f) 
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Fig. S2  Excitation and emission spectra of 1-7 in the solid state at room temperature: 

(a) for 1, (b) for 2, (c) for 3, (d) for 4, (e) for 5, (f) for 6, and (g) for 7. 
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Table S1.  Selected bond lengths [Å] and angles [º] for complexes 1-7 
__________________________________________________________________ 

1 

Zn(1)-N(5) 2.234(7) Zn(1)-N(2) 2.256(7) 

Zn(1)-O(3) 2.340(6) Zn(1)-N(4) 2.364(7) 

Zn(1)-N(1) 2.387(8) Zn(1)-O(3)#1 2.399(6) 

Zn(2)-N(3) 2.245(7) Zn(2)-N(6) 2.253(7) 

Zn(2)-O(4) 2.302(6) Zn(2)-O(2) 2.405(8) 

Zn(2)-O(1) 2.460(8) Zn(2)-O(1W) 2.473(8) 

N(5)-Zn(1)-N(2) 161.3(3) N(5)-Zn(1)-O(3) 106.7(2) 

N(2)-Zn(1)-O(3) 90.5(2) N(5)-Zn(1)-N(4) 72.4(2) 

N(2)-Zn(1)-N(4) 100.0(3) O(3)-Zn(1)-N(4) 93.1(2) 

N(5)-Zn(1)-N(1) 93.3(3) N(2)-Zn(1)-N(1) 71.5(3) 

O(3)-Zn(1)-N(1) 157.4(2) N(4)-Zn(1)-N(1) 103.1(3) 

N(5)-Zn(1)-O(3)#1 93.6(2) N(2)-Zn(1)-O(3)#1 97.2(2) 

O(3)-Zn(1)-O(3)#1 78.1(2) N(4)-Zn(1)-O(3)#1 160.7(2) 

N(1)-Zn(1)-O(3)#1 90.5(2) N(3)-Zn(2)-N(6) 93.5(3) 

N(3)-Zn(2)-O(4) 124.2(2) N(6)-Zn(2)-O(4) 101.7(2) 

N(3)-Zn(2)-O(2) 89.9(2) N(6)-Zn(2)-O(2) 107.8(3) 

O(4)-Zn(2)-O(2) 133.0(3) N(3)-Zn(2)-O(1) 142.4(2) 

N(6)-Zn(2)-O(1) 88.6(3) O(4)-Zn(2)-O(1) 91.9(2) 

O(2)-Zn(2)-O(1) 54.1(2) N(3)-Zn(2)-O(1W) 89.0(3) 

N(6)-Zn(2)-O(1W) 177.5(3) O(4)-Zn(2)-O(1W) 76.7(2) 

O(2)-Zn(2)-O(1W) 72.3(3) O(1)-Zn(2)-O(1W) 89.6(2) 

2 

Cd(1)-N(2) 2.267(3) Cd(1)-O(2) 2.309(3) 

Cd(1)-O(3) 2.319(3) Cd(1)-O(5) 2.379(3) 

Cd(1)-N(1) 2.427(3) Cd(1)-O(3)#1 2.445(3) 

Cd(1)-O(4) 2.581(3) Cd(2)-O(6) 2.218(3) 

Cd(2)-O(7) 2.306(3) Cd(2)-N(4) 2.323(3) 

Cd(2)-O(1) 2.392(3) Cd(2)-N(5) 2.433(4) 

Cd(2)-O(2) 2.458(3)  

N(2)-Cd(1)-O(2) 95.76(1) N(2)-Cd(1)-O(3) 152.60(1) 
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O(2)-Cd(1)-O(3) 100.96(9) N(2)-Cd(1)-O(5) 81.03(1) 

O(2)-Cd(1)-O(5) 83.62(9) O(3)-Cd(1)-O(5) 79.45(9) 

N(2)-Cd(1)-N(1) 69.49(1) O(2)-Cd(1)-N(1) 122.59(1) 

O(3)-Cd(1)-N(1) 117.17(1) O(5)-Cd(1)-N(1) 141.43(1) 

N(2)-Cd(1)-O(3)#1 132.83(1) O(2)-Cd(1)-O(3)#1 75.42(9) 

O(3)-Cd(1)-O(3)#1 72.98(1) O(5)-Cd(1)-O(3)#1 141.06(1) 

N(1)-Cd(1)-O(3)#1 76.83(1) N(2)-Cd(1)-O(4) 105.41(1) 

O(2)-Cd(1)-O(4) 151.42(9) O(3)-Cd(1)-O(4) 52.57(9) 

O(5)-Cd(1)-O(4) 81.03(1) N(1)-Cd(1)-O(4) 83.39(1) 

O(3)#1-Cd(1)-O(4) 102.36(1) O(6)-Cd(2)-O(7) 93.86(1) 

O(6)-Cd(2)-N(4) 97.70(1) O(7)-Cd(2)-N(4) 115.76(1) 

O(6)-Cd(2)-O(1) 145.61(1) O(7)-Cd(2)-O(1) 85.83(1) 

N(4)-Cd(2)-O(1) 113.39(1) O(6)-Cd(2)-N(5) 92.56(1) 

O(7)-Cd(2)-N(5) 171.23(1) N(4)-Cd(2)-N(5) 69.16(1) 

O(1)-Cd(2)-N(5) 85.49(1) O(6)-Cd(2)-O(2) 91.91(1) 

O(7)-Cd(2)-O(2) 92.91(9) N(4)-Cd(2)-O(2) 148.85(1) 

O(1)-Cd(2)-O(2) 53.84(9) N(5)-Cd(2)-O(2) 80.91(1) 

3 

Cd(1)-O(3) 2.243(5) Cd(1)-O(2) 2.247(4) 

Cd(1)-N(2) 2.290(5) Cd(1)-O(1W) 2.299(4) 

Cd(1)-N(1) 2.321(5) Cd(1)-O(4) 2.575(4) 

O(3)-Cd(1)-O(2) 82.80(2) O(3)-Cd(1)-N(2) 166.5(2) 

O(2)-Cd(1)-N(2) 106.66(2) O(3)-Cd(1)-O(1W) 98.6(2) 

O(2)-Cd(1)-O(1W) 104.03(2) N(2)-Cd(1)-O(1W) 88.63(2) 

O(3)-Cd(1)-N(1) 98.0(2) O(2)-Cd(1)-N(1) 101.02(2) 

N(2)-Cd(1)-N(1) 71.01(2) O(1W)-Cd(1)-N(1) 151.40(2) 

O(3)-Cd(1)-O(4) 52.71(2) O(2)-Cd(1)-O(4) 134.57(1) 

N(2)-Cd(1)-O(4) 118.76(2) O(1W)-Cd(1)-O(4) 77.47(2) 

N(1)-Cd(1)-O(4) 94.56(2)  
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4 

Zn(1)-O(3)#1 2.0067(2) Zn(1)-N(1) 2.122(2) 

Zn(1)-O(1W) 2.133(2) Zn(1)-O(2) 2.166(3) 

Zn(1)-N(2) 2.168(2) Zn(1)-O(1) 2.331(2) 

O(3)#1-Zn(1)-N(1) 122.81(9) O(3)#1-Zn(1)-O(1W) 89.17(9) 

N(1)-Zn(1)-O(1W) 90.88(1) O(3)#1-Zn(1)-O(2) 91.01(8) 

N(1)-Zn(1)-O(2) 146.14(9) O(1W)-Zn(1)-O(2) 91.46(1) 

O(3)#1-Zn(1)-N(2) 97.12(8) N(1)-Zn(1)-N(2) 77.14(9) 

O(1W)-Zn(1)-N(2) 168.01(1) O(2)-Zn(1)-N(2) 98.59(9) 

O(3)#1-Zn(1)-O(1) 148.77(9) N(1)-Zn(1)-O(1) 88.29(9) 

O(1W)-Zn(1)-O(1) 93.48(9) O(2)-Zn(1)-O(1) 57.85(9) 

N(2)-Zn(1)-O(1) 86.44(9) 

5 

Cd(1)-N(6) 2.233(3) Cd(1)-O(1)#1 2.258(3) 

Cd(1)-O(1W) 2.304(3) Cd(1)-N(2) 2.319(3) 

Cd(1)-N(1) 2.325(3) Cd(2)-N(3) 2.223(3) 

Cd(2)-N(5) 2.255(3) Cd(2)-N(4) 2.357(3) 

Cd(2)-O(3) 2.371(2) Cd(2)-O(3)#2 2.421(3) 

Cd(2)-O(4) 2.500(3)  

N(6)-Cd(1)-O(1)#1 87.54(12) N(6)-Cd(1)-O(1W) 98.96(12) 

O(1)#1-Cd(1)-O(1W) 120.24(14) N(6)-Cd(1)-N(2) 96.82(11) 

O(1)#1-Cd(1)-N(2) 144.99(13) O(1W)-Cd(1)-N(2) 93.48(11) 

N(6)-Cd(1)-N(1) 152.78(11) O(1)#1-Cd(1)-N(1) 88.39(12) 

O(1W)-Cd(1)-N(1) 106.31(12) N(2)-Cd(1)-N(1) 72.04(11) 

N(3)-Cd(2)-N(5) 98.67(11) N(3)-Cd(2)-N(4) 148.89(11) 

N(5)-Cd(2)-N(4) 72.28(11) N(3)-Cd(2)-O(3) 101.99(11) 

N(5)-Cd(2)-O(3) 137.60(10) N(4)-Cd(2)-O(3) 104.33(10) 

N(3)-Cd(2)-O(3)#2 87.40(10) N(5)-Cd(2)-O(3)#2 145.90(9) 

N(4)-Cd(2)-O(3)#2 85.23(10) O(3)-Cd(2)-O(3)#2 72.01(9) 

N(3)-Cd(2)-O(4) 102.82(10) N(5)-Cd(2)-O(4) 86.33(10) 

N(4)-Cd(2)-O(4) 106.11(10) O(3)-Cd(2)-O(4) 53.20(8) 

O(3)#2-Cd(2)-O(4) 125.21(8)  
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6 

Zn(1)-O(1) 2.068(2) Zn(1)-N(2) 2.089(2) 

Zn(1)-N(1) 2.327(2)  

O(1)#1-Zn(1)-O(1) 97.62(1) O(1)-Zn(1)-N(2)#1 98.71(7) 

O(1)-Zn(1)-N(2) 96.93(7) N(2)#1-Zn(1)-N(2) 156.15(1) 

O(1)-Zn(1)-N(1)#1 89.55(8) N(2)-Zn(1)-N(1)#1 89.40(7) 

O(1)-Zn(1)-N(1) 168.40(7) N(2)#1-Zn(1)-N(1) 89.40(7) 

N(2)-Zn(1)-N(1) 72.88(7) N(1)#1-Zn(1)-N(1) 84.91(1) 

7 

Cd(1)-O(3) 2.259(2) Cd(1)-N(5) 2.387(3) 

Cd(1)-O(1) 2.427(2) Cd(1)-O(2) 2.447(3) 

Cd(1)-N(4) 2.454(3) Cd(1)-N(2) 2.455(3) 

Cd(1)-N(1) 2.457(3)  

O(3)-Cd(1)-N(5) 111.95(8) O(3)-Cd(1)-O(1) 96.45(8) 

N(5)-Cd(1)-O(1) 128.75(9) O(3)-Cd(1)-O(2) 86.63(9) 

N(5)-Cd(1)-O(2) 85.54(9) O(1)-Cd(1)-O(2) 53.45(8) 

O(3)-Cd(1)-N(4) 178.62(1) N(5)-Cd(1)-N(4) 68.05(9) 

O(1)-Cd(1)-N(4) 84.51(1) O(2)-Cd(1)-N(4) 94.74(1) 

O(3)-Cd(1)-N(2) 97.67(9) N(5)-Cd(1)-N(2) 138.10(9) 

O(1)-Cd(1)-N(2) 73.15(9) O(2)-Cd(1)-N(2) 126.53(9) 

N(4)-Cd(1)-N(2) 81.64(10) O(3)-Cd(1)-N(1) 86.42(9) 

N(5)-Cd(1)-N(1) 85.17(9) O(1)-Cd(1)-N(1) 140.28(9) 

O(2)-Cd(1)-N(1) 165.40(9) N(4)-Cd(1)-N(1) 92.20(1) 

N(2)-Cd(1)-N(1) 67.22(9)  

__________________________________________________________________ 

Symmetry mode: 1, -x+1,-y,-z; 3, -x+1,-y+2,-z+1; 4, x,y+1,z; 5, #1 x,y-1,z, #2- x,-y+2,-z+1; 6, #1 

-x,y,-z+1/2 
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