Table 1S. Structures of the ligands. Hydrogen in light grey, carbon in grey, nitrogen in blue, sulfur
in yellow and oxygen in red. Coordinates obtained from the Cambridge Structural Database, image
created with Mercury3.5.
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Table 2S. Structures of Hg?" with different ligands bearing mercapto groups. Hydrogen in light grey,

carbon in grey, nitrogen in blue, sulfur in yellow, oxygen in red and mercury in light blue. Coordinates

obtained from the Cambridge Structural Database, image created with Mercury3.5.
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Table 3S. Structures of Cd?* with different ligands bearing mercapto groups. Hydrogen in light grey,
carbon in grey, nitrogen in blue, sulfur in yellow, oxygen in red, cadmium in pink and chloride in

green. Coordinates obtained from the Cambridge Structural Database, image created with

Mercury3.5.
CCDC-Refcode Cd* Structures Complex | Ligand
Reference
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Table 4S. Structures of Pb?* with different ligands bearing mercapto groups. Hydrogen in light grey,

carbon in grey, nitrogen in blue, sulfur in yellow, oxygen in red, lead in light green and chloride in

green. Coordinates obtained from the Cambridge Structural Database, image created with

Mercury3.5.
CCDC-Refcode Pb?" Structures Complex | Ligand
Reference
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Fig. 1S. Speciation plots of the metal complexes whose stability constants are reported in Table 3,
calculated with Hyss program at metal concentration 0.001 M and ligand concentration 0.002 M.
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