	PARAMETERS
	Values

	Residues in most favourable regions (A,B,L)
	90.0%

	Residues in additional allowed regions (a,b,l,p)
	9.6%

	Residues in generously allowed regions
	0.1%

	Residues in disallowed regions
	0.2%

	Number of Glycine Residues (shown in triangles)
	174

	Number of Proline residues
	144

	Number of end residues ( excl. Gly and Pro)
	69


TABLE 1: Structural validation of target protein

A: RAMACHANDRAN PLOT Statistics  of protein 6VXX

B: Main Chain Statistics of protein 6VXX


	Stereo chemical parameters
	No. of data pts
	Parameter value
	Comparison values (Typical value)
	Comparison values (Band width)
	Status

	% residues  in A,B,L
	2529
	90.0
	70.9
	10.0
	BETTER

	Omega Angle st dev
	2880
	3.7
	6.0
	-0.8
	Inside

	Bad Contacts/100 residues
	3
	0.1
	10.0
	-1.6
	BETTER


	Zeta angle st dev
	2742
	1.3
	1.6
	-1.1
	BETTER

	H- bond energy st dev
	1806
	0.7
	0.2
	-1.6
	BETTER

	Overall G-factor
	2916
	0.2
	0.3
	3.2
	BETTER


C: Side Chain Statistics of protein 6VXX


	Stereo chemical parameters
	No. of data pts
	Parameter value
	Comparison values (Typical value)
	Comparison values (Band width)
	Status

	Chi -1 gauche minus st dev
	420
	6.0
	25.4
	6.5
	BETTER

	Chi -1 trans st dev
	759
	8.4
	24.9
	5.3
	BETTER

	Chi -1 gauche plus st dev
	1233
	7.2
	23.5
	4.9
	BETTER


	Chi -1pooled st dev
	2412
	7.4
	24.3
	4.8
	BETTER

	Chi -2 trans st dev
	657
	8.6
	24.7
	5.0
	BETTER




TABLE 2: Drug likeness screening

A:  Lipinski RO5 of compound 2 indicating no violations



	Compound Name
	Molecular weight
	H Bond Donor
	H Bond Acceptor
	No. of Rotable Bonds
	Log P

	5-Cyclopentyl-N-tricyclo[3.3.1.13,7]dec-1-yl-1,2,4-oxadiazole-3-methanamine

	309.41
	1
	4
	4
	3.69


B: ADMET screening of Compound 2 [image: ]:


	Property
	Model Name
	Predicted Value
	Unit

	Absorption
	Caco2 permeability
	1.471
	Numeric (log Papp in 10-6 cm/s)

	Absorption
	Intestinal absorption (human)
	92.376
	Numeric (% Absorbed)

	Absorption
	P-glycoprotein substrate
	No
	Categorical (Yes/No)

	Absorption
	P-glycoprotein I inhibitor
	No
	Categorical (Yes/No)

	Absorption
	P-glycoprotein II inhibitor
	No
	Categorical (Yes/No)

	Distribution
	BBB permeability
	0.311
	Numeric (log BB)

	Distribution
	CNS permeability
	-2.006
	Numeric (log PS)

	Metabolism
	CYP2D6 substrate
	No
	Categorical (Yes/No)

	Metabolism
	CYP3A4 substrate
	Yes
	Categorical (Yes/No)

	Metabolism
	CYP1A2 inhibitior
	Yes
	Categorical (Yes/No)

	Metabolism
	CYP2C19 inhibitior
	Yes
	Categorical (Yes/No)

	Metabolism
	CYP2C9 inhibitior
	No
	Categorical (Yes/No)

	Metabolism
	CYP2D6 inhibitior
	No
	Categorical (Yes/No)

	Metabolism
	CYP3A4 inhibitior
	No
	Categorical (Yes/No)

	Excretion
	Renal OCT2 substrate
	Yes
	Categorical (Yes/No)

	Toxicity
	AMES toxicity
	No
	Categorical (Yes/No)

	Toxicity
	Oral Rat Acute Toxicity (LD50)
	2.362
	Numeric (mol/kg)

	Toxicity
	Hepatotoxicity
	No
	Categorical (Yes/No)








TABLE 4: Reported Drugs docking scores using different  docking softwares.






	Compounds
 in SMILES
	Compound Chemical Names
	Compound Molecular formula
	Compound structure
	Binding energy with Chimera tool (kcal/mol)

	Binding energy with Autodock 4.0 tool (kcal/mol)

	Binding energy with PatchDock (kcal/mol)


	[C@H](NC(=O)OCc1ccccc1)(C(=O)O)C12CC3CC(C2)CC(C1)C3

	(2R)-2-(adamantan-1-yl)-2-{[(benzyloxy)carbonyl]amino}ethane-1,1-bis(olate)

	C20H25NO4

	[image: ] 
	-5.7
	-7.2
	-154.21

	N(Cc1nc(no1)c1ccccc1)C12CC3CC(C2)CC(C1)C3

	5-Cyclopentyl-N-tricyclo[3.3.1.13,7]dec-1-yl-1,2,4-oxadiazole-3-methanamine

	C19H23N3O

	[image: ]
	-6.8
	-8.7
	-241.08

	N(C(=O)CCCCc1ccccc1)C12CC3CC(C2)CC(C1)C3

	N-(Adamantan-1-yl)-5-phenylpentanamide

	C21H29NO

	[image: ]
	-5.9
	-8.4
	-111.19

	N(CCOCc1ccccc1)C12CC3CC(C2)CC(C1)C3

	1-Methyl-N-tricyclo[3.3.1.13,7]dec-1-yl-1H-indole-2-methanamine

	C19H27NO

	[image: ]
	-5.7
	-6.5
	-222.04

	C12(CC3(CC(C2)CC(C1)C3)C1CCCCC1)C1CN=CN1

	5-(3-Cyclohexyladamantan-1-yl)-4,5-dihydro-1H-imidazole

	C19H30N2

	[image: ]
	-6.2
	-8.0
	-178.95


TABLE 3: Top 5 selected compounds with their docking scores using different softwares.










	PUBCHEM ID
	Compounds Name
	Compound Molecular formula
	Compound structure
	Binding energy with Chimera tool (kcal/mol)

	Binding energy with PatchDock (kcal/mol)


	CID492405

	Favipiravir

	C5H4FN3O2
	[image: ]
	-4.9
	-114.77

	CID2719

	Chloroquine

	C18H26ClN3 
	[image: ]
	-5.5
	-200.26

	CID37542

	Ribavirin

	C8H12N4O5
	[image: ]
	-5.6
	-130.21

	CID3652

	Hydroxychloroquine

	C18H26ClN3O 
	[image: ]
	-6.0
	-193.98


TABLE 4: Approved compounds with their docking scores using different softwares.

[bookmark: _GoBack]TABLE 5: Comparative study between best docked Compound 2 and Best docked reported drug.


	
Comparative Parameters
	
Compound 2
	
Chloroquine

	Docking Score with AutoDock Vina in CHIMERA plugin ( in kcal/mol)

	-6.8
	-5.5

	Docking Score with PATCHDOCK ( in kcal/mol)

	-241.08
	-200.26

	
2D interaction with amino acid residues of protein
	
Hydrogen bond interactions:  ASP-A: 867and HIS-A: 1058 
 Pi-Alkyl interaction:
 PRO-A: 863, ILE-A:870 and PRO-A: 1057 
 sigma –alkyl interaction :
PRO-A: 1057
	Unfavourable bumps with LYS-A: 1038 and VAL-A: 1040. Vander Waal interaction GLY-A: 908,GLY-A: 910, ILE-A: 909, ASP-A: 1041,SER-A:1037,HIS-A: 1048,GLY-A: 1046,ARG-A: 1039 and PHE-A: 1042 Pi Alkyl interaction : TYR-A: 1047.


	Mutagenecity

	NO
	YES

	Toxicity

	NO
	YES
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