Table: 1 Properties of COVID-19 Mpro potential inhibitor candidates

	S.

NO
	Compound name
	Molecular formula
	Molecular Structure and interaction with 6LU7
	Lipinski’s rule of five

	
	
	
	
	Properties 
	Value 

	1.
	Nelfinavir
	C32H45N3O4S
	[image: image1.png]



	Molecular weight (<500 Da)
	567.78 g/mol

	
	
	
	
	LogP (<5)
	4.33

	
	
	
	
	H-Bond donor (5)
	4

	
	
	
	
	H-bond acceptor (<10)
	5

	
	
	
	
	Violation
	1

	2.
	Beta amyrin
	C30H50O
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	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	4.63

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation
	1

	3.
	Betulin
	C30H50O2
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	Molecular weight (<500 Da)
	442.72 g/mol

	
	
	
	
	LogP (<5)
	4.47

	
	
	
	
	H-Bond donor (5)
	2

	
	
	
	
	H-bond acceptor (<10)
	2

	
	
	
	
	Violation

	1

	4.
	Germanicol
	C30H50O
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	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	5.04

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	5.
	Taraxerol
	C30H50O
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	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	4.73

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	6.
	Lupeol
	C30H50O
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	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	4.63

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	7.
	Lupane
	C30H52
	[image: image7.png]HIS
A1

cvs
PRO A8
A:168

MET
A9




	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	4.63

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	8.
	Simiarenol 
	C30H50O
	[image: image8.png]



	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	4.63

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	9.
	Tirucallol 
	C30H50O
	[image: image9.png]



	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	5.14

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	10.
	Ursolic acid
	C30H48O3
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	Molecular weight (<500 Da)
	456.70 g/mol

	
	
	
	
	LogP (<5)
	5.82

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	11.
	Oleanolic acid
	C30H48O3
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	Molecular weight (<500 Da)
	456.70 g/mol

	
	
	
	
	LogP (<5)
	5.82

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1

	12.
	Alpha-amyrin 
	C30H50O
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	Molecular weight (<500 Da)
	426.72 g/mol

	
	
	
	
	LogP (<5)
	6.92

	
	
	
	
	H-Bond donor (5)
	1

	
	
	
	
	H-bond acceptor (<10)
	1

	
	
	
	
	Violation


	1


