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Fig. S1 The molecular electrostatic potential (DFT/BLYP-D3/ZORA/TZP) for the [PbL(OAc)] unit.
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Fig. S2 (top) Cluster models of [PbL(NO2)]n together with the fragmentation patterns 1 and 2 applied 

in the ETS-NOCV analysis. (bottom) The overall deformation densities orb of 1 and 2 with the 

corresponding energies Eorb.



Fig. S3 (top) Cluster models of [PbLN3]n together with the fragmentation patterns 1–3 applied in the ETS-

NOCV analysis. (middle) The overall deformation densities orb of 1–3 with the corresponding energies Eorb. 

(bottom) The main NOCV-formation densities orb(1–3) with the corresponding energies Eorb(1–3) depicted 

for the bonding pattern 1.



Fig. S4 (top) Cluster models of {[Pb(HL)(OAc)]ClO4}n together with the fragmentation patterns 1 and 2 applied 

in the ETS-NOCV analysis. (bottom) The overall deformation densities orb of 1 and 2 with the corresponding 

energies Eorb.



Fig. S5 (top) Cluster models of [Pb2(HL)2(NO3)2(NCS)2] together with the fragmentation patterns 1 and 2 

applied in the ETS-NOCV analysis. (bottom) The overall deformation densities orb of 1 and 2 with the 

corresponding energies Eorb.



Fig. S6 (top) Cluster models of {[PbL]ClO4}n∙nH2O together with the fragmentation patterns 1–3 applied in the 

ETS-NOCV analysis. (bottom) The overall deformation densities orb of 1–3 with the corresponding energies 

Eorb.



Fig. S7 (top) Cluster models of [H2L]ClO4 together with the fragmentation patterns 1 and 2 applied in the ETS-

NOCV analysis. (bottom) The overall deformation densities orb of 1 and 2 with the corresponding energies 

Eorb.


