Table S1 the comparison results of pharmacokinetic analysis of several generated molecules with common SARS-COV-2 inhibitors.
	Molecule
	Canonical SMILES
	Formula
	MW
	BBB permeant
	Bioavailability Score
	Synthetic Accessibility
	Hepatotoxicity
	Docking Score 

	Molecule 1
	Clc1cc(ccc1c1scc(n1)c1nnsc1c1nn[nH]c1N)c1n[nH]c2c1cccc2
	C20H12ClN9S2
	477.95
	No
	0.55
	4.05
	+
	-36.7154

	Molecule 2
	Nc1[nH]nnc1c1snnc1c1csc(n1)c1ccc(cc1)c1c[nH]c2c1cccn2
	C20H13N9S2
	443.51
	No
	0.55
	3.98
	+
	-33.6504

	Molecule 3
	Nc1[nH]nnc1c1snnc1c1csc(n1)c1ccc(cc1)c1ccc2c(n1)cc[nH]2
	C20H13N9S2
	443.51
	No
	0.55
	4.04
	+
	-33.5751

	Molecule 4
	Nc1[nH]nnc1c1snnc1c1cc2c(c1)cc(no2)c1ccc(cc1)c1c[nH]c2c1cccc2
	C25H16N8OS
	476.51
	No
	0.55
	4.36
	+
	-33.5555

	Molecule 5
	Fc1cccc(c1)CNc1ccc(cn1)n1ncc(c1)c1nnsc1c1nn[nH]c1N
	C19H15FN10S
	434.45
	No
	0.55
	3.82
	+
	-33.4901

	Molecule 6
	Cc1cc(ccc1n1ncc(c1)c1nnsc1c1nn[nH]c1N)c1c[nH]c2c(c1=O)cccc2
	C23H17N9OS
	467.51
	No
	0.55
	4.05
	+
	-33.4064

	Molecule 7
	Nc1[nH]nnc1c1snnc1c1ccc(nc1)c1c[nH]c2c1ccc(c2)c1cccs1
	C21H14N8S2
	442.52
	No
	0.55
	3.95
	+
	-33.4004

	Molecule 8
	Clc1cc(ccc1n1ncc(c1)c1nnsc1c1nn[nH]c1N)c1c[nH]c2c1cccc2
	C21H14ClN9S
	459.91
	No
	0.55
	3.8
	+
	-33.2502

	Molecule 9
	Fc1cc(ccc1c1c[nH]c2c1cccc2)c1scc(c1)c1nnsc1c1nn[nH]c1N
	C22H14FN7S2
	459.52
	No
	0.55
	3.91
	+
	-33.2062

	Molecule 10
	Nc1[nH]nnc1c1snnc1c1csc(n1)c1ccc(cc1)c1ccc2c(c1)cn[nH]2
	C20H13N9S2
	443.51
	No
	0.55
	4.06
	+
	-33.1877

	Molecule 11
	Nc1[nH]nnc1c1snnc1c1csc(n1)c1ccc(cc1)c1c[nH]c2c1cccc2F
	C21H13FN8S2
	460.51
	No
	0.55
	4.04
	+
	-33.1844

	Molecule 12
	Oc1ccc(cc1)CSc1nc2c(s1)ccc(c2)c1nnsc1c1nn[nH]c1N
	C18H13N7OS3
	439.54
	No
	0.55
	3.82
	+
	-35.9297

	Molecule 13
	Nc1[nH]nnc1c1snnc1c1ccc2c(c1)nc(s2)c1ncn(c1)c1ccccc1
	C20H13N9S2
	443.51
	No
	0.55
	3.91
	+
	-33.1016

	Molecule 14
	Nc1[nH]nnc1c1snnc1c1cnn(c1)c1cccc(c1)Oc1nc2c(s1)cccc2
	C20H13N9OS2
	459.51
	No
	0.55
	3.99
	+
	-33.0684

	Molecule 15
	Nc1[nH]nnc1c1snnc1c1csc(c1)c1ccccc1Nc1nc2c(s1)cccc2
	C21H14N8S3
	474.58
	No
	0.55
	4.03
	+
	-33.0241

	Molecule 16
	Nc1[nH]nnc1c1snnc1c1cc2c(c1)cc(no2)c1ccc(cc1)c1nc2c([nH]1)cccc2
	C24H15N9OS
	477.5
	No
	0.55
	4.33
	+
	-32.9542

	Molecule 17
	Fc1cc(ccc1c1c[nH]c2c1cccc2)c1scc(c1)c1nnsc1c1nn[nH]c1N
	C22H14FN7S2
	459.52
	No
	0.55
	3.91
	+
	-32.8972

	Molecule 18
	Nc1[nH]nnc1c1snnc1c1csc(n1)c1ccc(cc1)c1c[nH]c2c1cccn2
	C20H13N9S2
	443.51
	No
	0.55
	3.98
	+
	-32.8225

	Molecule 19
	Fc1ccc2c(c1)[nH]cc2c1ccc(cc1)c1scc(c1)c1nnsc1c1nn[nH]c1N
	C22H14FN7S2
	459.52
	No
	0.55
	3.95
	+
	-32.773

	Molecule 20
	Clc1[nH]c2c(c1c1ccc(cc1)c1scc(n1)c1nnsc1c1nn[nH]c1N)cccc2
	C21H13ClN8S2
	476.96
	No
	0.55
	4.05
	+
	-32.7621

	Molecule 21
	Nc1[nH]nnc1c1snnc1c1cnn(c1)c1cccc(c1)c1cccs1
	C17H12N8S2
	392.46
	No
	0.55
	3.64
	+
	-32.7546

	Molecule 22
	Clc1ccc2c(c1)[nH]cc2c1ccc(cc1)n1ncc(c1C)c1nnsc1c1nn[nH]c1N
	C22H16ClN9S
	473.94
	No
	0.55
	3.93
	+
	-32.661

	Molecule 23
	Fc1cccc(c1)CNc1ccc(cc1)c1scc(n1)c1nnsc1c1nn[nH]c1N
	C20H15FN8S2
	450.52
	No
	0.55
	4.05
	+
	-35.5301

	Molecule 24
	Cc1cc2c(cc1c1ccccc1)[nH]cc2c1ccc(cn1)c1nnsc1c1nn[nH]c1N
	C24H18N8S
	450.52
	No
	0.55
	4.18
	+
	-32.6211

	Molecule 25
	Clc1cc(ccc1n1ncc(c1)c1nnsc1c1nn[nH]c1N)c1c[nH]c2c1cccc2
	C21H14ClN9S
	459.91
	No
	0.55
	3.8
	+
	-34.4319

	Molecule 26
	Nc1[nH]nnc1c1snnc1c1csc(n1)c1ccc(cc1)c1c[nH]c2c1cccc2
	C21H14N8S2
	442.52
	No
	0.55
	4.07
	+
	-34.4234

	Molecule 27
	Nc1[nH]nnc1c1snnc1c1cnn(c1)c1ccc(cc1)c1c[nH]c2c1cc1ccccc1n2
	C24H16N10S
	476.52
	No
	0.55
	4.02
	+
	-34.2656

	Molecule 28
	Nc1[nH]nnc1c1snnc1c1cc2c(c1)cc(no2)c1ccc(cc1)c1nc2c([nH]1)cccc2
	C24H15N9OS
	477.5
	No
	0.55
	4.33
	+
	-34.0207

	Molecule 29
	Nc1[nH]nnc1c1snnc1c1cnn(c1)c1ccc(cc1)NCc1cccnc1
	C19H16N10S
	416.46
	No
	0.55
	3.76
	+
	-33.7215

	Molecule 30
	OCc1ccc2c(c1)cccc2c1scc(n1)c1nnsc1c1nn[nH]c1N
	C18H13N7OS2
	407.47
	No
	0.55
	4.05
	+
	-33.7176

	ASC09
	CC(CN(S(=O)(=O)c1ccc2c(c1)sc(n2)NC1CCN(CC1)C1CCCC1)CC(C(Cc1ccccc1)NC(=O)OC1COC2C1CCO2)O)C
	C38H53N5O7S2
	755.99
	No
	0.17
	7.29
	+
	-7.9

	Indinavir
	OC(CN1CCN(CC1C(=O)NC(C)(C)C)Cc1cccnc1)CC(C(=O)NC1C(O)Cc2c1cccc2)Cc1ccccc1
	C36H47N5O4
	613.79
	No
	0.55
	5.6
	+
	-7.8

	Darunavir
	CC(CN(S(=O)(=O)c1ccc(cc1)N)CC(C(Cc1ccccc1)NC(=O)OC1COC2C1CCO2)O)C
	C27H37N3O7S
	547.66
	No
	0.55
	5.67
	-
	-7.8

	Lopinavir
	O=C(NC(C(CC(Cc1ccccc1)NC(=O)C(N1CCCNC1=O)C(C)C)O)Cc1ccccc1)COc1c(C)cccc1C
	C37H48N4O5
	628.8
	No
	0.55
	5.67
	+
	-7.5

	Ritonavir
	O=C(NC(C(CC(Cc1ccccc1)NC(=O)C(C(C)C)NC(=O)N(Cc1csc(n1)C(C)C)C)O)Cc1ccccc1)OCc1cncs1
	C37H48N6O5S2
	720.94
	No
	0.17
	6.45
	+
	-7.1

	Saquinavir
	NC(=O)CC(C(=O)NC(C(CN1CC2CCCCC2CC1C(=O)NC(C)(C)C)O)Cc1ccccc1)NC(=O)c1ccc2c(n1)cccc2
	C38H50N6O5
	670.84
	No
	0.17
	5.94
	+
	-6.9

	
	
	
	
	
	
	
	
	-36.7154





