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Figure S1. Simulated (black) and experimental (red) powder X-ray diffractograms for compound 1 
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Figure S2. Simulated (black) and experimental (red) powder X-ray diffractograms for compound 2 
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Figure S3. Simulated (black) and experimental (red) powder X-ray diffractograms for compound 3 
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Figure S4. The IR spectrum of 1 
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Figure S5. The IR spectrum of 2 
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Figure S6. The IR spectrum of 3 

 

Figure S7. ESI-MS of 1 

 

 



Figure S8. ESI-MS of 3 

Table S1. 

Crystallographic data and structures refinement for compounds 1 - 3. 

 

 

 

Compound 1 2 3 

Chemical formula C28H28Cu2N8O8 C30H32Cu2N8O8 C141H147Cl4Cu8N31O36 

M (g·mol–1) 731.66 759.72 3502.01 

Temperature (K) 293(2) 293(2) 200(2) 

Crystal system triclinic triclinic Triclinic 

Space group P -1 P -1 P -1 

a (Å) 8.10287(19) 8.8896(3) 15.1931(3) 

b (Å) 13.5109(4) 14.5934(5) 15.3490(3) 

c (Å) 15.0205(3) 15.2278(6) 22.2511(3) 

α (°) 66.844(3) 61.854(4) 93.8390(10) 

β (°) 83.9075(19) 75.525(3) 99.9510(10) 

γ (°) 75.585(2) 75.130(3) 109.877(2) 

V (Å3) 1464.26 1664.19 4761.92(16) 

Z 2 2 1 

Dcalc (mg/mm3) 1.659 1.516 1.221 

μ (mm−1) 1.518 1.339 2.054 

GOFc 1.131 1.384 1.042 

R1
a(I >2σ(I)) 0.0372 0.0578 0.0759 

wR2
b(all data) 0.1104 0.2050 0.2339 

largest diff. peak/hole (e Å−3) 0.796/ -0.468 2.889/-0.496 1.76/ -0.56 

aR1 = ∑||Fo|–|Fc||/∑|Fo|. 
bwR2 = [∑w(Fo

2 – Fc
2)2/∑w(Fo

2)2]1/2; w = 1/[²(F0
2)+(aP)2+bP] 

where P= [max(F0
2, 0) + 2Fc

2]/3 


