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Section 1 

Additional diagrams of crystal structure

Fig. S1. 1D chain formed due to O-H…O interactions forming a 1D chain.

Fig. S2. Supramolecular interactions around the anion.



Section 2

Theoretical Calculations

a. Optimized geometries and energies of cis and trans conformations of 1,4-bpimb linker

 



b. Hirshfeld surfaces mapped with shape index (left) and curvedness (right) for the title 
compound

Section 3

a. Thermogravimetric curve of [Cu(1,4-bpimb)(H2O)]2[Mo8O26]·4H2O



b. PXRD of [Cu(1,4-bpimb)(H2O)]2[Mo8O26]·4H2O

c. IR spectrum of [Cu(1,4-bpimb)(H2O)]2[Mo8O26]·4H2O



Section 4  

Table 1. List of bond lengths in the octamolybdate anion and Cu(II) coordination sphere

Table 2

Complete list of bond lengths and bond angles

           C(1)-C(2)                     1.328(13)
            C(1)-N(5)                     1.356(11)
            C(2)-N(6)                     1.377(12)
            C(3)-N(5)                     1.313(11)
            C(3)-N(6)                     1.338(10)
            C(3)-C(4)                     1.498(12)
            C(4)-N(4)                    1.340(11)
            C(4)-C(5)                     1.377(12)
            C(5)-C(6)                     1.401(12)
            C(6)-C(7)                     1.378(12)
            C(7)-C(8)                     1.391(12)
            C(8)-N(4)                     1.319(11)
            C(9)-N(6)                     1.463(11)
            C(9)-C(10)                    1.512(13)
            C(10)-C(11)                   1.368(12)
            C(10)-C(13)                   1.402(12)
            C(11)-C(12)                   1.379(12)
            C(12)-C(24)#1                 1.403(12)
            C(13)-C(14)                   1.390(12)
            C(14)-C(24)#1                 1.374(12)
            C(15)-C(16)                   1.345(12)
            C(15)-N(2)                    1.365(10)
            C(16)-N(3)                    1.365(10)
            C(17)-N(2)                    1.321(11)
            C(17)-N(3)                    1.357(11)
            C(17)-C(18)                   1.462(12)
            C(18)-N(1)                    1.367(11)
            C(18)-C(19)                   1.375(12)
            C(19)-C(20)                   1.376(12)

            C(20)-C(21)                   1.354(13)
            C(21)-C(22)                   1.387(13)
            C(22)-N(1)                    1.319(11)
            C(23)-N(3)                    1.456(11)
            C(23)-C(24)                   1.489(12)
            C(24)-C(14)#1                 1.374(12)
            C(24)-C(12)#1                 1.403(12)
            Cu(5)-N(2)                    1.932(7)
            Cu(5)-N(5)                    1.963(8)
            Cu(5)-O(16)                   2.037(7)
            Cu(5)-N(1)                    2.051(7)
            Cu(5)-N(4)                    2.197(7)
            Mo(1)-O(1)                    1.685(6)
            Mo(1)-O(2)                    1.740(6)
            Mo(1)-O(3)                    1.946(5)
            Mo(1)-O(12)                   1.946(6)
            Mo(1)-O(13)                   2.131(5)
            Mo(1)-O(13)#2                 2.377(5)
            Mo(2)-O(5)                    1.698(6)
            Mo(2)-O(4)                    1.711(6)
            Mo(2)-O(6)                    1.901(5)
            Mo(2)-O(3)                    1.973(6)
            Mo(2)-O(13)                   2.318(5)
            Mo(2)-O(12)#2                 2.348(6)
            Mo(3)-O(10)                   1.697(6)
            Mo(3)-O(11)                   1.699(6)
            Mo(3)-O(9)                    1.920(5)
            Mo(3)-O(12)                   1.972(6)

Mo-Ot Mo-O(µ2) Mo-O(µ3) Mo- O(µ4) Cu-N/ Cu-O

Mo(1)-O(1)   1.685(6)               

Mo(2)-O(5)   1.698(6)                 

Mo(2)-O(4)   1.711(6)                   

Mo(3)-O(10) 1.697(6)                   

Mo(3)-O(11) 1.699(6)         

Mo(4)-O(8)   1.687(6)                 

Mo(4)-O(7)   1.701(6)      

#1 -x+1, -y+2, -z

Mo(1)-O(2)      1.740(6)                 

Mo(2)-O(6)      1.901(5)                  

Mo(3)-O(9)      1.920(5)

Mo(4)-O(6)      1.898(5)            

Mo(4)-O(9)      1.925(6)                           

O(2)-Mo(4)#1   2.274(6)                             

                             

Mo(1)-O(3)       1.946(5)                

Mo(1)-O(12)     1.946(6)                

Mo(2)-O(3)       1.973(6)        

Mo(2)-O(12)#1  2.348(6)                

Mo(3)-O(12)      1.972(6)                  

Mo(3)-O(3)#1    2.357(6)              

Mo(1)-O(13)     2.131(5)                 

Mo(1)-O(13)#1 2.377(5)                

Mo(2)-O(13)     2.318(5)               

Mo(3)-O(13)     2.299(5)               

Mo(4)-O(13)     2.493(5)

Cu(5)-N(1)    2.051(7)                 

Cu(5)-N(2)    1.932(7)                  

Cu(5)-N(4)    2.197(7) 

Cu(5)-N(5)    1.963(8)                 

Cu(5)-O(16)  2.037(7)                 



            Mo(3)-O(13)                   2.299(5)
            Mo(3)-O(3)#2                  2.357(6)
            Mo(4)-O(8)                    1.687(6)
            Mo(4)-O(7)                    1.701(6)
            Mo(4)-O(6)                    1.898(5)
            Mo(4)-O(9)                    1.925(6)
            Mo(4)-O(2)#2                  2.274(6)
            Mo(4)-O(13)                   2.493(5)
            O(2)-Mo(4)#2                  2.274(6)
            O(3)-Mo(3)#2                  2.357(6)
            O(12)-Mo(2)#2                 2.348(6)
            O(13)-Mo(1)#2                 2.377(5)
            
            C(2)-C(1)-N(5)              110.2(8)
            C(1)-C(2)-N(6)              106.4(8)
            N(5)-C(3)-N(6)              111.0(7)
            N(5)-C(3)-C(4)              119.2(8)
            N(6)-C(3)-C(4)              129.8(7)
            N(4)-C(4)-C(5)              123.2(8)
            N(4)-C(4)-C(3)              111.3(7)
            C(5)-C(4)-C(3)              125.4(8)
            C(4)-C(5)-C(6)              117.8(8)
            C(7)-C(6)-C(5)              119.1(8)
            C(6)-C(7)-C(8)              118.6(8)
            N(4)-C(8)-C(7)              122.8(9)
            N(6)-C(9)-C(10)             113.1(7)
            C(11)-C(10)-C(13)           119.3(9)
            C(11)-C(10)-C(9)            118.0(8)
            C(13)-C(10)-C(9)            122.7(8)
            C(10)-C(11)-C(12)           121.5(8)
            C(11)-C(12)-C(24)#1         120.1(8)
            C(14)-C(13)-C(10)           119.0(8)
            C(24)#1-C(14)-C(13)         121.9(8)
            C(16)-C(15)-N(2)            108.8(8)
            C(15)-C(16)-N(3)            107.4(7)
            N(2)-C(17)-N(3)             110.0(8)
            N(2)-C(17)-C(18)            118.7(8)
            N(3)-C(17)-C(18)            131.2(8)
            N(1)-C(18)-C(19)            121.3(8)
            N(1)-C(18)-C(17)            111.2(8)
            C(19)-C(18)-C(17)           127.5(8)
            C(18)-C(19)-C(20)           118.4(9)
            C(21)-C(20)-C(19)           120.1(9)
            C(20)-C(21)-C(22)           119.3(8)
            N(1)-C(22)-C(21)            121.6(9)

            N(3)-C(23)-C(24)            113.6(7)
            C(14)#1-C(24)-C(12)#1       118.2(8)
            C(14)#1-C(24)-C(23)         123.5(8)
            C(12)#1-C(24)-C(23)         118.3(8)
            N(2)-Cu(5)-N(5)             177.3(3)
            N(2)-Cu(5)-O(16)             93.4(3)
            N(5)-Cu(5)-O(16)             88.6(3)
            N(2)-Cu(5)-N(1)              81.2(3)
            N(5)-Cu(5)-N(1)              97.7(3)
            O(16)-Cu(5)-N(1)            155.4(3)
            N(2)-Cu(5)-N(4)              99.9(3)
            N(5)-Cu(5)-N(4)              78.1(3)
            O(16)-Cu(5)-N(4)             94.0(3)
            N(1)-Cu(5)-N(4)             110.6(3)
            O(1)-Mo(1)-O(2)             104.3(3)
            O(1)-Mo(1)-O(3)             101.8(3)
            O(2)-Mo(1)-O(3)              96.3(2)
            O(1)-Mo(1)-O(12)            101.2(3)
            O(2)-Mo(1)-O(12)             97.1(2)
            O(3)-Mo(1)-O(12)            149.5(2)
            O(1)-Mo(1)-O(13)             99.3(2)
            O(2)-Mo(1)-O(13)            156.4(2)
            O(3)-Mo(1)-O(13)             78.7(2)
            O(12)-Mo(1)-O(13)            78.1(2)
            O(1)-Mo(1)-O(13)#2          174.8(2)
            O(2)-Mo(1)-O(13)#2           80.9(2)
            O(3)-Mo(1)-O(13)#2           77.8(2)
            O(12)-Mo(1)-O(13)#2         77.4(2)
            O(13)-Mo(1)-O(13)#2         75.5(2)
            O(5)-Mo(2)-O(4)             105.1(3)
            O(5)-Mo(2)-O(6)             100.4(3)
            O(4)-Mo(2)-O(6)             101.7(3)
            O(5)-Mo(2)-O(3)             100.3(3)
            O(4)-Mo(2)-O(3)              98.3(3)
            O(6)-Mo(2)-O(3)             146.2(2)
            O(5)-Mo(2)-O(13)            160.0(2)
            O(4)-Mo(2)-O(13)             94.8(2)
            O(6)-Mo(2)-O(13)             77.7(2)
            O(3)-Mo(2)-O(13)             73.7(2)
            O(5)-Mo(2)-O(12)#2           88.5(2)
            O(4)-Mo(2)-O(12)#2          164.5(2)
            O(6)-Mo(2)-O(12)#2           82.7(2)
            O(3)-Mo(2)-O(12)#2           71.5(2)
            O(13)-Mo(2)-O(12)#2         71.44(19)
            O(10)-Mo(3)-O(11)           104.2(3)

            O(10)-Mo(3)-O(9)            101.8(3)
            O(11)-Mo(3)-O(9)             99.9(3)
            O(10)-Mo(3)-O(12)            97.1(3)
            O(11)-Mo(3)-O(12)           101.8(3)
            O(9)-Mo(3)-O(12)            146.6(2)
            O(10)-Mo(3)-O(13)            94.9(2)
            O(11)-Mo(3)-O(13)           160.9(2)
            O(9)-Mo(3)-O(13)             77.5(2)
            O(12)-Mo(3)-O(13)            73.6(2)
            O(10)-Mo(3)-O(3)#2          164.3(2)
            O(11)-Mo(3)-O(3)#2           88.9(2)

            O(9)-Mo(3)-O(3)#2            84.1(2)
            O(12)-Mo(3)-O(3)#2           71.3(2)
            O(13)-Mo(3)-O(3)#2           71.96(19)
            O(8)-Mo(4)-O(7)             104.3(3)
            O(8)-Mo(4)-O(6)             104.4(3)
            O(7)-Mo(4)-O(6)              98.0(3)
            O(8)-Mo(4)-O(9)             102.3(3)
            O(7)-Mo(4)-O(9)              98.8(3)
            O(6)-Mo(4)-O(9)             143.7(2)
            O(8)-Mo(4)-O(2)#2            89.4(2)
            O(7)-Mo(4)-O(2)#2           166.3(2)



            O(6)-Mo(4)-O(2)#2            78.5(2)
            O(9)-Mo(4)-O(2)#2            77.7(2)
            O(8)-Mo(4)-O(13)            158.6(2)
            O(7)-Mo(4)-O(13)             97.0(2)
            O(6)-Mo(4)-O(13)             73.4(2)
            O(9)-Mo(4)-O(13)             72.7(2)
            O(2)#2-Mo(4)-O(13)           69.29(18)
            C(22)-N(1)-C(18)            119.2(8)
            C(22)-N(1)-Cu(5)            127.1(6)
            C(18)-N(1)-Cu(5)            113.5(5)
            C(17)-N(2)-C(15)            107.0(7)
            C(17)-N(2)-Cu(5)            115.2(6)
            C(15)-N(2)-Cu(5)            137.8(6)
            C(17)-N(3)-C(16)            106.8(7)
            C(17)-N(3)-C(23)            128.2(8)
            C(16)-N(3)-C(23)            124.9(8)
            Mo(1)-O(2)-Mo(4)#2          118.9(3)
            Mo(1)-O(3)-Mo(2)            109.0(3)

            Mo(1)-O(3)-Mo(3)#2          109.7(3)
            Mo(2)-O(3)-Mo(3)#2          104.2(2)
            Mo(4)-O(6)-Mo(2)            118.1(3)
            Mo(3)-O(9)-Mo(4)            118.3(3)
            Mo(1)-O(12)-Mo(3)           108.9(3)
            Mo(1)-O(12)-Mo(2)#2        110.6(2)
            Mo(3)-O(12)-Mo(2)#2        104.5(2)
            Mo(1)-O(13)-Mo(3)            92.0(2)
            Mo(1)-O(13)-Mo(2)            91.55(19)
            Mo(3)-O(13)-Mo(2)           162.6(3)
            Mo(1)-O(13)-Mo(1)#2        104.5(2)
            Mo(3)-O(13)-Mo(1)#2         97.83(19)
            Mo(2)-O(13)-Mo(1)#2         97.8(2)
            Mo(1)-O(13)-Mo(4)           164.7(3)
            Mo(3)-O(13)-Mo(4)            86.95(17)
            Mo(2)-O(13)-Mo(4)            85.18(17)
            Mo(1)#2-O(13)-Mo(4)         90.78(17)

********************************** *******End**************************************


