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Table S1: Selected bond angles (°) for complexes 1-4.

Complex 1 2 3 4

O(11)-Ni(1)-N(19) 90.86(15) 90.9(3) 91.0(2) 91.4(4)

O(11)-Pb(1)-O(131) 62.13(11) 64.7(2) 61.34(17) 64.2(3)

N(19)-Ni(1)-N(23) 97.43(16) - 97.7(3) 95.0(5)

O(11)-Ni(1)-N(23) 169.57(16) - 171.3(2) 169.9(4)

O(11)-Ni(1)-O(31) 79.83(15) - 80.9(2) 82.3(4)
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O(31)-Ni(1)-N(19) 170.59(16) - 171.7(2) 172.5(5)

O(11)-Pb(1)-O(31) 66.96(12) - 69.16(19) 71.0(3)

O(11)-Pb(1)-O(291) 127.66(11) - 118.63(18) 131.1(3)

O(31)-Pb(1)-O(291) 63.22(12) - 61.10(17) 63.0(3)

O(31)-Pb(1)-O(131) 128.85(12) - 128.23(18) 133.2(4)

O(131)-Pb(1)-O(291) 157.79(11) - 133.98(17) 147.6(3)

N(1)-Ni(1)-N(23) 91.56(18) - 89.3(3) 92.8(5)

O(31)-Ni(1)-N(23) 91.68(16) - 90.4(2) 90.7(4)

O(11)-Ni(1)-N(1) 94.92(16) - 91.6(3) 94.6(5)

N(1)-Ni(1)-N(19) 88.93(18) - 87.9(3) 93.0(5)

O(31)-Ni(1)-N(1) 93.20(17) - 94.3(3) 91.6(5)

O(1)-Ni(1)-O(11) - 92.1(3) 90.6(2) 82.9(4)

O(1)-Ni(1)-N(19) - 91.0(4) 87.8(3) 88.7(5)

Cl(1)-Pb(1)-O(11) - 85.77(19) - 88.3(3)

Cl(1)-Pb(1)-O(131) - 99.11(16) - 78.3(2)

O(1)-Ni(1)-O(31) - - 90.3(2) 86.4(4)

O(1)-Ni(1)-N(1) - - 175.2(3) 177.0(5)

O(1)-Ni(1)-N(23) - - 89.2(2) 89.5(4)

Cl(1)-Pb(1)-Cl(1a) - 165.21(7) - -

Cl(1)-Pb(1)-O(11a) - 82.02(18) - -



Cl(1)-Pb(1)-O(131a) - 83.20(16) - -

O(11a)-Pb(1)-O(131a) - 64.7(2) - -

O(1)-Ni(1)-O(1a) - 178.6(3) - -

O(1)-Ni(1)-O(11a) - 86.9(3) - -

O(1)-Ni(1)-N(19a) - 90.0(4) - -

Cl(1a)-Pb(1)-O(11) - 82.02(18) - -

O(11)-Pb(1)-O(11a) - 68.6(3) - -

O(11)-Pb(1)-O(131a) - 133.0(2) - -

Cl(1a)-Pb(1)-O(131) - 83.20(16) - -

O(1a)-Ni(1)-O(11) - 86.9(3) - -

O(11)-Ni(1)-O(11a) - 79.6(3) - -

O(11a)-Pb(1)-O(131) - 133.0(2) - -

O(131)-Pb(1)-O(131a) - 162.2(2) - -

O(11)-Ni(1)-N(19a) - 170.2(3) - -

O(1a)-Ni(1)-N(19) - 90.0(4) - -

O(11a)-Ni(1)-N(19) - 170.2(3) - -

N(19)-Ni(1)-N(19a) - 98.7(4) - -

O(1a)-Ni(1)-O(11a) - 92.1(3) - -

O(1a)-Ni(1)-N(19a) - 91.0(4) - -

O(11a)-Ni(1)-N(19a) - 90.9(3) - -



Cl(1a)-Pb(1)-O(11a) - 85.77(19) - -

Cl(1a)-Pb(1)-O(131a) - 99.11(16) - -

O(3)-Pb(1)-O(11) - - 77.2(2) -

O(3)-Pb(1)-O(31) - - 90.2(2) -

O(3)-Pb(1)-O(131) - - 92.86(18) -

O(3)-Pb(1)-O(291) - - 133.09(18) -

S(1b)-Pb(1)-O(3) - - 78.32(14) -

S(1b)-Pb(1)-O(11) - - 147.61(14) -

S(1b)-Pb(1)-O(31) - - 90.11(15) -

S(1b)-Pb(1)-O(131) - - 140.99(12) -

S(1b)-Pb(1)-O(291) - - 66.44(13) -

O(1)-Pb(1)-O(2) 50.45(16) - - -

O(1)-Pb(1)-O(11) 124.25(15) - - -

O(1)-Pb(1)-O(31) 87.10(15) - - -

O(1)-Pb(1)-O(131) 125.62(14) - - -

O(1)-Pb(1)-O(291) 68.43(14) - - -

O(2)-Pb(1)-O(11) 78.52(13) - - -

O(2)-Pb(1)-O(31) 86.97(14) - - -

O(2)-Pb(1)-O(131) 87.67(14) - - -

O(2)-Pb(1)-O(291) 113.05(13) - - -



O(1W)-Ni(1)-O(11) 86.75(14) - - -

O(1W)-Ni(1)-O(31) 89.90(15) - - -

O(1W)-Ni(1)-N(1) 176.70(16) - - -

O(1W)-Ni(1)-N(19) 88.20(16) - - -

O(1W)-Ni(1)-N(23) 87.20(16) - - -

Cl(1)-Pb(1)-O(31) - - - 87.7(3)

Cl(1)-Pb(1)-O(291) - - - 74.4(2)

 

Symmetry transformations: a = -x,y,1/2-z; b = 1/2-x,1/2+y,1/2-z.

Fig. S1: IR spectrum of complex 1.



Fig. S2: IR spectrum of complex 2.

Fig. S3: IR spectrum of complex 3.



Fig. S4: IR spectrum of complex 4.

Fig. S5: UV-Vis spectrum of complex 1 in DMF.



Fig. S6: UV-Vis spectrum of complex 2 in acetonitrile.

Fig. S7: UV-Vis spectrum of complex 3 in DMF.



Fig. S8: UV-Vis spectrum of complex 4 in acetonitrile.

Fig. S9: UV-Vis spectrum of H2L1 in DMF.



Fig. S10: UV-Vis spectrum of H2L2 in acetonitrile.

Fig. S11: UV-Vis spectrum of H2L3 in acetonitrile.



Fig. S12: Fluorescence spectra of complexes 1-4.

Fig. S13: Fluorescence spectra of ligands.



Fig. S14: Complete AIM analyses of the dimers of complex 1.


