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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(NO,)], together with the fragmentation patterns 1 and 2 applied
in the ETS-NOCV analysis. (bottom) The overall deformation densities Apo, of 1 and 2 with the

corresponding energies AEgp.
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Fig. S3 (top) Cluster models of [PbLN;], together with the fragmentation patterns 1-3 applied in the ETS-
NOCV analysis. (middle) The overall deformation densities Apo, of 1-3 with the corresponding energies AEqyyp.

(bottom) The main NOCV-formation densities Apo(1—3) with the corresponding energies AE,,(1-3) depicted
for the bonding pattern 1.



Pb"--CIO, (1) Pb"--OAc (2)

AE,, -74.53 -144.07
AEelstat -68.11 -176.73
AE,, -12.55 -75.54
AEdispersicm _636 —520
AE,,, 12.48 113.40

AEint = AEelsla( + AEr:rb + AE + AE

dispersion Pauli

Aporb

Ap<0 . (outflow)
Ap>0 . (inflow)

AE,,, =-12.55 kcal/mol AE,,, = -75.54 kcal/mol

Fig. S4 (top) Cluster models of {[Pb(HL)(OACc)]ClO,}, together with the fragmentation patterns 1 and 2 applied
in the ETS-NOCV analysis. (bottom) The overall deformation densities Apo, of 1 and 2 with the corresponding

energies AEyp.
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Fig. S5 (top) Cluster models of [Pb,(HL),(NOs),(NCS),] together with the fragmentation patterns 1 and 2
applied in the ETS-NOCV analysis. (bottom) The overall deformation densities Apo, of 1 and 2 with the

corresponding energies AE,p.



AE,,, = -37.07 kcal/mol
Fig. S6 (top) Cluster models of {[PbL]ClIO,},-nH,0 together with the fragmentation patterns 1-3 applied in the

ETS-NOCV analysis. (bottom) The overall deformation densities Ap,, of 1-3 with the corresponding energies
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Fig. S7 (top) Cluster models of [H,L]ClO,4 together with the fragmentation patterns 1 and 2 applied in the ETS-
NOCV analysis. (bottom) The overall deformation densities Ap,, of 1 and 2 with the corresponding energies
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