
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 Hg2+ 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 Cd2+ 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 

Reference 

Cd2+ Structures Complex Ligand 

CAHGUN 

I.G.Dance, M.L.Scudder, R.Secomb, Inorg. 

Chem., 22 (1983) 1794 

 

Cd3L6 CH3-CH2-O-CO-CH2SH 

 

DETHOZ 

A.D. Watson, C.P. Rao, J.R. Dorfman, R.H. 

Holm, Inorg. Chem., 24 (1985) 2820 

 

Cd2L6 CH3-CH2-SH 

DUFZAF 

C.P. Rao, J.R. Dorfman, R.H. Holm. Inorg. 

Chem., 25 (1986) 428 

 

CdL2 SH-CH2-CH2-SH 

HAZGAR 

H. Fleischer, Y. Dienes, B. Mathiasch, V. 

Schmitt, D. Schollmeyer, Inorg. Chem., 44 

(2005) 8087 

 

CdL2 SH-CH2-CH2-NH2 

HEQMAT 

U. Florke, CSD Communication 

(Private Communication), 2013 

 

Cd2L6 (CH3)2-CH-SH 



JIZWIY 

I. Casals, P. Gonzalez-Duarte, W. Clegg, C. 

Foces-Foces, F.H. Cano, M. Martinez-

Ripoll, M. Gomez,  X. Solans, J. Chem. 

Soc., Dalton Trans., (1991) 2511 

 

Cd4L6Cl2 (CH3)2-N-CH-CH2-SH 

TUQREC 

H. Strasdeit, A. von Dollen, A.-K. Duhme, 

Z. Naturforsch., B:Chem.Sci., 52 (1997) 17 

 

CdL2 2H2O Lipoic acid 

WACXED 

N. Govindaswamy, J. Moy, M. Millar, S.A. 

Koch, Inorg. Chem., 31 (1992) 5343 
 

CdL2 Cicloesene-(SH)2 

XICZEO 

M. Mikuriya, Xiao Jian, S. Ikemi, T. 

Kawahashi, H. Tsutsumi, A. Nakasone, 

Jong-Wan Lim, Inorg. Chim. Acta, 312 

(2001) 183 

 

Cd3L4 NH2-CH2CH2CH2NHCH-CH2-SH 

 

  



Table 4S. Structures of Pb2+ 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. 
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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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