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Molecular plot and Hydrogen Bonding Parameters for CP1 (Figure S1)  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

* 1+x, y, 2+z; ** -x, -1/2+y, 1/2-z ; # -1+x, y, -2+z ; $ -x, 1/2+y, 1/2-z      

 

 

 

 

 

 

 

 

 

 

 

Hydrogen bonding parameters of  CP1 

D–HA D–H   (Å) HA (Å) DA     (Å) D–HA 

(
0
) 

Symmetry 

operation for A 

N(10)–H(10)O(39)   0.86 2.13 2.929(6) 154.1 x,  -y+3/2,  z-1/2 

N(33)–H(33)O(28)    0.86 2.07 2.881(6) 157.1 -x+1, -y+2, -z+2 

O(44)O(43)       2.745(7)   

O(44)O(27)          2.744(7)   

O(43)O(1)            2.618   
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S1 

 

Various conformations of L1 
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Scheme S1 

 

S2 

 

 

 

TGA of CP1  
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

                                                     Figure. S2 
 

Unit cell contents    =   4 Ligand( L1) + 4 Cd
2+

 + 4 H2O (occluded) + 4 H2O (coordinated)+ 

48 disorderd H2O (488 electrons from SQUEEZE results approximately attributed to 12 

H2O molecule) 
 

                                            

 

Monoclinic, P21/c space group, Z = 4 

 

Therefore FW = Unitcell contents/4 

 

                         = 1Ligand( L1) + 1 Cd
2+

 + 1 H2O (coordinated)+1(occluded) + 12 H2O (occluded) 

                         = 1 X 564.11 + 113.9 + 18.01+18.01 +12X 18.01= 929.11   

 

Weight loss for 13H2O = 14 X 18.01/929.11   
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                                                       = 252/912.11 

                                                       = 27.12 % (experimental 27.36 %) 

 

 

                                                                                                                                           S3 

 

 

PXRD comparison between bulk and  xerogel state of G2,G3, G4 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S3 : PXRD comparison between bulk (CP2) and xerogel of G2  

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S4 : PXRD comparison between bulk (CP3) and xerogel of G3 
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Figure S5 : PXRD comparison between bulk (CP4)  and xerogel of G4 

S4 
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