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Table S1. X-ray data collection and structure refinement for 1  
Formula of refinement model  C108H148N24Ni4O26  
Mw  2433.34  
Crystal system  Orthorhombic 
Space group  P21212  
a/Å  11.0308(4)  
b/Å  21.5128(8) 
c/Å  23.2148(8) 
V/Å3  5509.0(3) 
Z  2 
T/K  150(2)  

/Å  0.71073  

Dcalc/g cm–3  1.467  
F000  2568  

 /mm–1  0.760  

min, max/°  0.877, 27.242  

Refl collected  113496  
Unique refl (Rint)  12291 (0.0901)  

Obs refl (I > 2 (I))  11547   

Parameters  730  

R1 
a (I > 2 (I))  0.0982  

wR2 
b (I > 2 (I))  0.2131  

R1 
a (all data)  0.1017  

wR2 
b (all data)  0.2148  

GOF on F2  1.128  
Flack parameter  0.161(17)  
Δρmax, Δρmin (e Å–3)  1.510, –1.180  

a R1 =   oco FFF . b wR2 = 2122222 }])([])([{   oco FwFFw .    
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Scheme S1 Coordination modes of ᴅ-Hcam and ᴅ-cam ligands in 1  
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Scheme S2 Conformations of bpzpip ligand in 1  

 

 

Table S2. Hydrogen bond parameters for 1 a   
D–H∙∙∙A d(D–H)/Å  d(H∙∙∙A)/Å  d(D∙∙∙A)/Å  ∠(D–H∙∙∙A)/°  
O3–H101∙∙∙O14#1  0.82  2.40  2.87(2)  117 
O3–H101∙∙∙O16 0.82  1.99 2.63(2)  134 
O7–H102∙∙∙O10#2  0.82  1.81  2.59(2)  160 
O7–H102∙∙∙O12#3 0.82 1.87 2.69(2) 170 
O17–H103∙∙∙O10  0.83 1.82 2.61(2) 158 
O17–H103∙∙∙O12#4 0.83 1.79 2.60(2) 168 
O18–H104∙∙∙O14  0.82  2.19  2.87(2) 140 
O18–H104∙∙∙O16#1  0.83  1.61  2.34(2)  146  

a Symmetry codes: #1, 2 – x, 1 – y, z; #2, 1 – x, 1 – y, –1 + z; #3, x, y, –1 + z; #4, 1 – x, 1 – y, z.  
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Figure S7. 

 

RL values oof the adsorbbent 1 in different initiial concentrations of M

 

MyB.  


