Table S1. Molecular interactions between the investigated ligands and the target proteins
	Complex
	Interacting Residues
	Category
	Distance (Å)

	2a-5V5Z
	CYS 470
CYS 470
ILE  131
LEU 376
	Hydrogen Bond
Hydrogen Bond
Hydrophobic
Hydrophobic
	3.797
3.810
3.690
5.316

	2c-5V5Z
	GLY 472
CYS 470
CYS 470
ILE   131
PHE 475
LEU 376
	Hydrogen Bond
Hydrogen Bond
Hydrogen Bond
Hydrophobic
Hydrophobic
Hydrophobic
	3.284
3.866
3.815
3.704
5.029
5.309

	2d-5V5Z
	GLY 307
PRO 462
LEU 376
CYS 470
ILE   131
LYS 143
CYS 470
	Hydrogen Bond
Hydrogen Bond
Hydrophobic
Hydrophobic
Hydrophobic
Hydrophobic
Hydrophobic
	3.218
3.763
5.370
4.366
4.672
5.155
5.050

	2e-5V5Z
	CYS 470
CYS 470
ILE   131
LEU 376
	Hydrogen Bond
Hydrogen Bond
Hydrophobic
Hydrophobic
	3.906
3.792
3.692
5.332

	2f-5V5Z
	CYS 470
CYS 470
ILE  131
PHE 475
LEU 376
	Hydrogen Bond
Hydrogen Bond
Hydrophobic
Hydrophobic
Hydrophobic
	3.872
3.830
3.726
5.482
5.297

	2h-5V5Z
	CYS 470
CYS 470
ILE   131
LEU 376
	Hydrogen Bond
Hydrogen Bond
Hydrophobic
Hydrophobic
	3.916
3.795
3.699
5.330

	2i-5V5Z
	GLY 307
CYS 470
CYS 470
ILE 131
LEU 376
LYS 143
	Hydrogen Bond
Hydrophobic Hydrophobic Hydrophobic
Hydrophobic
Hydrophobic
	3.185
4.325
4.974
4.516
5.342
5.302

	2e-2CAG
	SER 336
ALA 240
PHE 140
TYR 337
ALA 340
ALA 340
ARG 52
ARG 333
ARG 52
PRO 141
	Hydrogen Bond
Hydrophobic Hydrophobic Hydrophobic
Hydrophobic
Hydrophobic
Hydrophobic Hydrophobic Hydrophobic
Hydrophobic
	2.859
3.626
3.759
4.301
4.275
4.309
4.670
4.943
4.543
4.983

	2i-2CAG
	SER 336
ARG 52
PRO 141
ARG 52
ALA 340
PRO 141
	Hydrogen Bond
Hydrophobic
Hydrophobic
Hydrophobic
Hydrophobic
Hydrophobic
	2.372
4.780
5.409
4.238
4.916
5.409
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