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Fig. S1 ORTEP view of complex 2 with 30% ellipsoid probability. Disordered atoms have been 
omitted for clarity.

Electronic Supplementary Material (ESI) for CrystEngComm.
This journal is © The Royal Society of Chemistry 2020

mailto:ghosh_59@yahoo.com


Fig. S2. 1D supramolecular polymers in 2 (a) and 4 (b) with indication of the π(arene)⋯π(chelate 
ring) interactions.

Table S1. Bond lengths (Å) and bond angles (º) of complexes 1 and 2.

Complex 1 Complex 2

M(1)O(1) 2.319(3) 2.389(4)

M(1)O(2) 2.034(3) 2.213(4)

M(1)N(3) 2.025(4) 2.208(9)

Cu(1)O(1) 1.909(3) 1.908(4)

Cu(1)O(2) 1.916(3) 1.888(4)

Cu(1)N(1) 1.944(3) 1.940(5)

Cu(1)N(2) 1.983(4) 1.983(5)

O(1)M(1)O(2) 70.51(11) 66.41(14)



O(1)M(1)N(3) 167.67(14) 168.3(2)

O(1)M(1)O(1)a 76.03(11) 75.32(15)

O(1)M(1)O(2)a 79.19(11) 78.59(15)

O(1)M(1)N(3)a 93.95(14) 95.4(2)

O(2)M(1)N(3) 100.87(15) 105.1(2)

O(2)M(1)O(2)a 141.36(12) 135.61(15)

O(2)M(1)N(3)a 104.51(15) 104.5(2)

N(3)M(1)N(3)a 96.83(18) 94.7(3)

O(1)Cu(1)O(2) 82.56(13) 83.37(17)

O(1)Cu(1)N(1) 91.55(15) 91.2(2)

O(1)Cu(1)N(2) 166.07(13) 164.7(2)

O(2)Cu(1)N(1) 169.29(13) 169.7(2)

O(2)Cu(1)N(2) 90.45(14) 89.7(2)

N(1)Cu(1)N(2) 97.11(16) 97.6(2)

M(1)O(1)Cu(1) 94.29(12) 97.54(17)

M(1)O(2)Cu(1) 103.94(13) 104.40(18)

a = 1-x, y, 1/2-z, M = Zn for complex 1 and Cd for complex 2.  

Table S2. Bond lengths (Å) and bond angles (º) of complex 3.  

Complex 3

Zn(1)O(1) 2.572(3)

Zn(1)O(2) 2.031(3)

Zn(1)O(3) 2.308(3)

Zn(1)O(4) 2.014(3)

Zn(1)N(5) 2.018(4)

Zn(1)N(6) 1.985(4)

Cu(1)O(1) 1.907(3)

Cu(1)O(2) 1.912(3)



Cu(1)N(1) 1.934(4)

Cu(1)N(2) 1.973(4)

Cu(2)O(1) 2.606(3)

Cu(2)O(3) 1.902(4)

Cu(2)O(4) 1.919(3)

Cu(2)N(3) 1.949(5)

Cu(2)N(4) 1.953(4)

O(1) Zn(1)O(2) 66.80(10)

O(1) Zn(1)O(3) 72.17(12)

O(1) Zn(1)O(4) 75.99(12)

O(1) Zn(1)N(5) 90.04(15)

O(1) Zn(1)N(6) 162.91(12)

O(2) Zn(1)O(3) 81.70(12)

O(2) Zn(1)O(4) 138.74(12)

O(2) Zn(1)N(5) 100.36(17)

O(2) Zn(1)N(6) 99.95(14)

O(3) Zn(1)O(4) 70.18(12)

O(3) Zn(1)N(5) 159.81(16)

O(3) Zn(1)N(6) 95.94(14)

O(4) Zn(1)N(5) 96.76(14)

O(4) Zn(1)N(6) 112.17(15)

N(5) Zn(1)N(6) 103.40(17)

O(1)Cu(1)O(2) 84.78(12)

O(1)Cu(1)N(1) 91.88(15)

O(1)Cu(1)N(2) 163.35(16)

O(2)Cu(1)N(1) 164.90(14)

O(2)Cu(1)N(2) 90.82(14)

N(1)Cu(1)N(2) 96.30(16)



O(3)Cu(2)O(4) 81.58(12)

O(3)Cu(2)N(3) 92.28(18)

O(3)Cu(2)N(4) 169.67(19)

O(4)Cu(2)N(3) 172.84(19)

O(4)Cu(2)N(4) 88.78(17)

N(3)Cu(2)N(4) 97.1(2)

Zn(1)O(1)Cu(1) 91.84(11)

Zn(1)O(1)Cu(2) 72.32(9)

Zn(1)O(2)Cu(1) 111.01(13)

Zn(1)O(3)Cu(2) 92.57(13)

Zn(1)O(4)Cu(2) 101.93(13)

Table S3. Bond lengths (Å) and bond angles (º) of complex 4.

Complex 4

Cd(1)O(1) 2.462(9)

Cd(1)O(2) 2.237(10)

Cd(1)O(3) 2.327(8)

Cd(1)O(4) 2.233(10)

Cd(1)O(5) 2.315(12)

Cd(1)S(1) 2.587(5)

Cu(1)O(1) 1.925(10)

Cu(1)O(2) 1.923(8)

Cu(1)N(1) 1.918(11)

Cu(1)N(2) 1.987(13)

Cu(2)O(3) 1.934(10)

Cu(2)O(4) 1.903(9)

Cu(2)N(3) 1.960(11)



Cu(2)N(4) 1.996(15)

O(1) Cd(1)O(2) 65.7(3)

O(1) Cd(1)O(3) 75.9(3)

O(1) Cd(1)O(4) 81.2(3)

S(1) Cd(1)O(1) 163.8(3)

S(1) Cd(1)O(2) 98.3(3)

S(1) Cd(1)O(3) 107.2(2)

S(1) Cd(1)O(4) 114.9(3)

S(1) Cd(1)O(5) 89.4(3)

O(2) Cd(1)O(3) 86.8(3)

O(2) Cd(1)O(4) 142.3(3)

O(2) Cd(1)O(5) 103.6(4)

O(3) Cd(1)O(4) 67.3(3)

O(3) Cd(1)O(5) 159.2(4)

O(4) Cd(1)O(5) 94.5(4)

O(1)Cu(1)O(2) 83.3(4)

O(1)Cu(1)N(1) 92.0(5)

O(1)Cu(1)N(2) 166.1(4)

O(2)Cu(1)N(1) 170.4(4)

O(2)Cu(1)N(2) 90.0(4)

N(1)Cu(1)N(2) 96.4(5)

O(3)Cu(2)O(4) 82.5(4)

O(3)Cu(2)N(3) 91.9(5)

O(3)Cu(2)N(4) 170.2(4)

O(4)Cu(2)N(3) 174.4(5)

O(4)Cu(2)N(4) 88.6(5)

N(3)Cu(2)N(4) 96.8(6)

Cd(1)O(1)Cu(1) 97.0(5)



Cd(1)O(2)Cu(1) 105.6(4)

Cd(1)O(3)Cu(2) 97.6(4)

Cd(1)O(4)Cu(2) 101.8(4)


