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Figure S1. Experimental and calculated powder diffractograms of (CuBr)4(1)2. 
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Figure S2. Experimental and calculated powder diffractograms of CuI + 1 products. 
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Figure S3. Experimental and calculated powder diffractograms of (CuBr)4(2)2.  
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Figure S4. Experimental and calculated powder diffractograms of (CuI)4(2)2.  

5 10 15 20 25 30 35 40 45 50 55 60

(CuI)
4
(2)

2

 Experimental

 Calculated

In
te

n
s
it

y
, 
a
.u

.

2Theta, deg.

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



 7 

Figure S5. Experimental and calculated powder diffractograms of (CuI)2(3).  
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Figure S6. Experimental and calculated powder diffractograms of (CuI)2(4).  
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Figure S7. Experimental and calculated powder diffractograms of (CuI)2(5).  
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Figure S8. Experimental and calculated powder diffractograms of (CuI)4(6)4.  

5 10 15 20 25 30 35 40 45 50 55 60

(CuI)
4
(6)

4

 Experimental

 Calculated

In
te

n
s
it

y
, 
a
.u

.

2Theta, deg.

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



 11 

Figure S9. Experimental and calculated powder diffractograms of (CuI)2(7).  
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Figure S10. Experimental and calculated powder diffractograms of (CuI)2(8)2.  
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Figure S11. X-ray powder diffraction comparison of unreacted (CuI)2(3) (black trace), 

(CuI)2(3) stirred in 5% Py/toluene for two hours (red trace), and (CuI)4Py4 (blue trace), 

showing the conversion of (CuI)2(3) to (CuI)4Py4 on exposure to Py. 
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Figure S12. TGA for (CuI)4(1)2. 
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Figure S13. TGA for (CuBr)4(2)2. 
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Figure S14. TGA for (CuI)4(2)2. 
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Figure S15. TGA for (CuI)2(3). 
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Figure S16. TGA for (CuI)2(4). 
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Figure S17. TGA for (CuI)2(5). 
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Figure S18. TGA for (CuI)4(6)4. 

40

50

60

70

80

90

100

W
e
ig

h
t 
(%

)

0 50 100 150 200 250 300

Temperature (°C)

Sample: JPS (CuI)2(DiPhMePip) 1:1 old
Size:  4.0460 mg
Method: Hi-Res - Dynamic
Comment: Collected 6/23/2011

TGA
File: C:...\JPS (CuI)2(DiPhMePip) 1-1 old.001
Operator: JPS
Run Date: 21-Nov-2011 19:03
Instrument: TGA Q500 V6.7 Build 203

Universal V4.5A TA Instruments

 
Figure S19. TGA for (CuI)2(7). 
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Figure S20. TGA for (CuI)2(8)2. 
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Figure S21. Luminescence spectra of (CuI)4(1)2 at 298 and 77 K. 

 
 

 

 

Figure S22. Luminescence spectra of (CuBr)4(2)2 at 298 and 77 K. 
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Figure S23. Luminescence spectra of (CuI)4(2)2 at 298 and 77 K. 

 
 

Figure S24. Luminescence spectra of (CuI)2(3) at 298 and 77 K. 
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Figure S25. Luminescence spectra of (CuI)2(4) at 77 K. (Compound lacks luminescence 

at 298 K.) 

 
 

Figure S26. Luminescence spectra of (CuI)2(5) at 298 and 77 K. 
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Figure S27. Luminescence spectra of (CuI)4(6)4 at 298 and 77 K. 

 
 

 

Figure S28. Luminescence spectra of (CuI)2(7) at 298 and 77 K. 
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Figure S29. Luminescence spectra of (CuI)2(8)2 at 298 and 77 K. 
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Figure S30. Plots of the cluster-based molecular orbitals of (CuI)2(NMe3)2 (Y). 
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