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Table S1. Selected bond lengths [Å] and angles [º] for 1 and 2[a] 

Compound 1 

Cu(1)-O(12)#1         1.935(3)        Cu(1)-O(12)                 1.935(3) 

Cu(1)-N(3)            1.959(5)        Cu(1)-N(3)#1                1.959(5) 

O(12)#1-Cu(1)-O(12)     180          O(12)#1-Cu(1)-N(3)           88.95(18) 

O(12)-Cu(1)-N(3)       91.05(18)      O(12)#1-Cu(1)-N(3)#1         91.05(18) 

O(12)-Cu(1)-N(3)#1     88.95(18)      N(3)-Cu(1)-N(3)#1              180 

Compound 2 

Cu(1)-O(1W)           1.931(5)        Cu(1)-O(1W)#1              1.931(5) 

Cu(1)-N(1)#1           1.997(5)        Cu(1)-N(1)                  1.997(5) 

Cu(1)-O(2)             2.572(5)        Cu(1)-O(2)#1                2.572(5) 

O(1W)-Cu(1)-O(1W)#1   180           O(1W)-Cu(1)-N(1)#1           89.0(2) 

O(1W)#1-Cu(1)-N(1)#1   91.0(2)        O(1W)-Cu(1)-N(1)             91.0(2) 

O(1W)#1-Cu(1)-N(1)     89.0(2)        N(1)#1-Cu(1)-N(1)             180 

O(1W)-Cu(1)-O(2)       90.73(2)       O(1W)-Cu(1)-O(2)#1           89.27(2) 

N(1)-Cu(1)-O(2)         88.44(2)       N(1)-Cu(1)-O(2)#1             91.56(2) 

O(2)-Cu(1)-O(2)#1        180 

Symmetry codes for 1: #1 -x+2, -y+2, -z+2. For 2: #1 -x, -y+1, -z+1. 

 

Table S2. Hydrogen-bond geometries for compound 1 (Å, o) 

D-H…A                D-H [Å]      H…A [Å]        D…A [Å]     <D-H…A [˚ ] 

N(5)-H(5A)···O(7)#5      0.850(10)    1.96(3)          2.776(8)       159(9) 

N(2)-H(2A)···O(23)#6     0.849(10)    2.11(4)          2.809(8)       140(6)                  

Symmetry codes for 1: #5 -x+3, -y+1, -z+1; #6 -x+3, -y+2, -z+2. 
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Fig. S1 The 1D molybdenum oxide chain of 1. 

 
Fig. S2 View of 2D copper(II)-organic-octamolybdate layer in 1. 

 

 

Fig. S3 View of the 3D supramolecular architecture formed via hydrogen bonds between the host 

layers and the guest hexamolybdate anions in 1. 
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Fig. S4 TGA curves of compounds 1 and 2. 
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