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Figure 4S(A)



Figure 4S(B)

Figure 1S. 1H NMR spectrum (DMSO-d6, 500 MHz) of dithiocarbamate ligand.
Figure 2S. 1H NMR spectrum (DMSO-d6, 500 MHz) Zn(II) complex.
Figure 3S. Spectral overlap between the fluorescence emission spectrum of HSA (10 μM) (A) and absorption spectrum 
of Zn complex (10 μM), Insert for dithiocarbamate ligand (10 μM), at 310 K.
Figure 4S. Two-dimensional scheme of interactions between the Ligand (A), Complex (B) and HSA. Only the more 
important residues for binding are shown.



Table 1S. Prediction of ADMET properties
Parameter ligand complex
Molweight 165.265 430.919
LogP 0.5163 2.8386
LogS -3.752 -4.458
H-Acceptors 3 5
H-Donors 1 1
Polar Surface Area 119.65 137.93
Mutagenic none none
Tumorigenic none none
Reproductive Effective none none
Irritant none none

Table 2S.  Smina score of HSA with different conformers of ligand and complex
Ligand Complex

Pose Affinity (kcal/mol) Pose Affinity (kcal/mol)
1 -4.3 1 -8.1
2 -4.0 2 -7.6
3 -4.0 3 -7.3
4 -4.0 4 -7.2
5 -3.9 5 -7.2
6 -3.9 6 -7.0
7 -3.8 7 -6.9
8 -3.8 8 -6.8
9 -3.7 9 -6.7


