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Pro Check
	ERRAT
quality
factor
(%)
	Verify_3D
(%)

	
	Ramachandran Plot statistics G-Factors
	
	

	
	Most
favoured
(%)
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allowed
(%)
	Generously
Allowed
(%)
	Disallowed
(%)
	Dihedral
angles
	Covalent
geometry
	Overall
average
	
	

	Initial State
 (PDB ID: 6LU7)
	89.4
	9.5
	0.4
	0.8
	0.4
	0.36
	0.17
	98.25
	95.72

	Minimised State
(PDB ID: 6LU7)

	89
	9.9
	0.8
	0.4
	-0.05
	0.42
	0.15
	99.63
	96.52


Table 1: Model evaluation of the minimised state of 3CLpro












Table 2: 3D interaction diagrams, estimated binding affinity and estimated inhibition constant of in-house library molecules against 3CLpro
	S. No
	Molecule Name
	3D Ligand interaction diagram
	Estimated Binding Affinity
(kcal/mol)
	Estimated Inhibition constant
(µM)


	1
	Krishnolide A
	
	-6.6
	14.52

	2
	Krishnolide B
	
	-6.4
	20.35


	3
	Krishnolide C
	
	-6.4
	20.35


	4
	Krishnolide D
	
	-6.3
	24.1

	5
	Sundarbanxylogranin A
	
	-6.6
	14.52


	6
	Sundarbanxylogranin B
	
	-6.6
	14.52

	7
	Sundarbanxylogranin C
	
	-6.5
	17.19

	8
	Sundarbanxylogranin D
	
	-6.6
	14.52

	9
	Sundarbanxylogranin E
	
	-6.5
	17.19

	10
	Khayanolide I
	
	-6.5
	17.19

	11
	Khayanolide K
	
	-6.6
	14.52

	12
	Khayanolide M
	
	-6.5
	17.19

	13
	2,5-Didehydroxy-6-methylembelin
	
	-5.4
	110.01

	14
	Embelin
	
	-5.4
	110.01

	15
	5-O-Ethylembelin
	
	-5.9
	47.33

	16
	5-O-Methylembelin
	
	-5.5.
	92.97

	17
	5-O-Methyl-2-acetoxyembelin
	
	-5.3
	130.29

	18
	Quinazarin
	
	-6.3
	24.1

	19
	Lupeol
	
	-6.6
	14.52

	20
	Butelin
	
	-6.3
	24.1

	21
	β-Sitosterol
	
	-6.2
	28.53

	22
	Velutin
	
	-6.2
	28.53

	23
	Rutin
	
	-6.7
	12.27

	24
	Chrysin
	
	-6.4
	20.35

	25*
	Gallic acid
	
	-5.3
	130.29

	31
	Mucic acid
	
	-4.7
	358.8

	32
	Mucic acid analogue
	
	-4.7
	358.8

	33.
	Sulfated polysaccharide
	
	-5.9
	47.33


*2D/3D interaction diagram, binding affinity and inhibition constant for molecules 26 to 30 were already provided in the main-text
1

Table 3: In-house library of antiviral compounds from tropical mangrove plants

	S.No
	    Compound Name
	                Compound Structure
	    Antiviral activity
	 Description
	              Reference

	1
	Krishnolide  A
	

	Anti-HIV activity
	Source: X. moluccensis

Chemical Formula: C36H46O11

Molecular Weight: 654.75
	Zhang et al., 2017

	2
	Krishnolide  B
	

	Anti-HIV activity
	Source: X. moluccensis

Chemical Formula: 
C36H44O10

Molecular Weight: 
636.74


	Zhang et al., 2017

	3
	Krishnolide C
	

	Anti-HIV activity
	Source: X. moluccensis

Chemical Formula: 
C36H46O10

Molecular Weight: 
638.75
	Zhang et al., 2017

	4
	Krishnolide  D
	

	Anti-HIV activity
	Source: X. moluccensis

Chemical Formula: 
C36H46O10

Molecular Weight: 
638.75
	Zhang et al., 2017

	5
	Sundarbanxylogranin A
	

	Anti-HIV activity
	Source: X. granatum

Chemical Formula: 
C32H40O8

Molecular Weight: 552.66

	Dai et al., 2017

	6
	Sundarbanxylogranin  B
	

	Anti-HIV activity
	Source: X. granatum

Chemical Formula: 
C29H36O9

Molecular Weight: 
528.60
	Dai et al., 2017

	7
	Sundarbanxylogranin  C
	

	Anti-HIV activity
	Source: X. granatum

Chemical Formula: 
C33H42O11

Molecular Weight: 
614.69
	Dai et al., 2017

	8
	Sundarbanxylogranin  D
	

	Anti-HIV activity
	Source: X. granatum

Chemical Formula: 
C32H42O11

Molecular Weight: 
602.68
	Dai et al., 2017

	9
	Sundarbanxylogranin E
	

	Anti-HIV activity
	Source: X. granatum

Chemical Formula: 
C32H42O10

Molecular Weight: 
586.68
	Dai et al., 2017

	10
	Khayanolide I
	

	Influenza A virus (subtype H1N1) activity
	Source: X. moluccensis

Chemical Formula: C29H34O10

Molecular Weight: 542.58
	Li et al. 2015

	11
	Khayanolide K
	

	Influenza A virus (subtype H1N1) activity
	Source: X. moluccensis

Chemical Formula: C29H34O9

Molecular Weight: 526.58
	Li et al. 2015

	12
	Khayanolide M
	

	Influenza A virus (subtype H1N1) activity
	Source: X. moluccensis

Chemical Formula: C29H32O9

Molecular Weight: 524.57
	Li et al. 2015

	13
	2,5-Didehydroxy-6-methylembelin
	

	Anti- hepatitis B virus (HBV) activity.
	Source: A.corniculatum

Chemical Formula: C18H28O2

Molecular Weight: 276.42
	(Thota et al., 2016; Parvez et al. 2019)

	14
	Embelin
	

	Anti- hepatitis B virus (HBV) activity.
	Source: A.corniculatum and R. apiculata

Chemical Formula: C17H26O4

Molecular Weight: 294.39
	(Thota et al., 2016; Parvez et al. 2019)

	15
	5-O-Ethylembelin
	

	Anti- hepatitis B virus (HBV) activity.
	Source: A.corniculatum

Chemical Formula: C19H30O4

Molecular Weight: 322.44
	(Thota et al., 2016; Parvez et al. 2019)

	16
	5-O-Methylembelin
	

	Anti- hepatitis B virus (HBV) activity.
	Source: A.corniculatum

Chemical Formula: C18H28O4

Molecular Weight: 308.42
	(Thota et al., 2016; Parvez et al. 2019)

	17
	5-O-Methyl-2-acetoxyembelin
	

	Anti- hepatitis B virus (HBV) activity.
	Source: A.corniculatum
Chemical Formula: C20H30O5

Molecular Weight: 350.45
	(Thota et al., 2016; Parvez et al. 2019)

	18
	Quinazarin
	

	Anti- hepatitis B virus (HBV) activity.
	Source: A.corniculatum

Chemical Formula: C14H8O4

Molecular Weight: 240.21
	(Thota et al., 2016; Parvez et al. 2019)

	19
	Lupeol
	

	Anti- hepatitis B virus (HBV) activity
	Source: A.ofﬁcinalis, R. mucronata, C. tagal, and Avicennia alba

Chemical Formula: C30H50O
Molecular Weight: 426.73
	(Lakshmi etal. 2017; Ramanjaneyulu et al. 2017; Parvez et al. 2019)

	20
	Butelin
	

	Anti- hepatitis B virus (HBV) activity
	Source: A.ofﬁcinalis, R. mucronata, C. tagal, and Avicennia alba

Chemical Formula: C30H50O3

Molecular Weight: 458.73
	(Lakshmi etal. 2017; Ramanjaneyulu et al. 2017; Parvez et al. 2019)

	21
	β-Sitosterol
	

	Anti- hepatitis B virus (HBV) activity
	Source: R. mucronata,A.ilicifolius and A. officinalis

Chemical Formula: C29H50O

Molecular Weight: 414.72
	(Rao et al., 2005; Parvez et al. 2019)

	22
	Velutin
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia 
Chemical Formula: C17H14O6
Molecular Weight: 314.29
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	23
	Kaempferol
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C15H10O6

Molecular Weight: 286.24
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	24
	Luteolin
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C15H10O6

Molecular Weight: 286.24
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	25
	Rutin
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C27H30O16

Molecular Weight: 610.52
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	26
	Chrysoeriol
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C16H12O6

Molecular Weight: 300.27
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	27
	Catechin
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C15H14O6

Molecular Weight: 290.27
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	28
	Chrysin
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C15H10O4

Molecular Weight: 254.24
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	29
	Diosmetin
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C16H12O6

Molecular Weight: 300.27
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	30
	Gallic acid
	

	Anti- hepatitis B virus (HBV) activity
	Source: A. officinalis, E. agallocha and A. rotundifolia

Chemical Formula: C7H6O5

Molecular Weight: 170.12
	(Kaliamurthi and Selvaraj, 2016; Ghosh et al., 2019; Parvez et al. 2019).

	31
	Mucic acid
	

	Anti- hepatitis B virus (HBV) activity
	Source: R. apiculata

Chemical Formula: - C6H10O8

Molecular Weight: 210.14
	(Kaliamurthi and Selvaraj, 2016; Parthiban et al, 2020)

	32
	Mucic acid analogue
	

	Anti- hepatitis B virus (HBV) activity
	Source: R. apiculata

Chemical Formula: C7H7K5O8

Molecular Weight: 414.62
	(Kaliamurthiand Selvaraj, 2016; Parthiban et al, 2020)

	33.
	Sulfated polysaccharide
	

	Anti- SARS-CoV-2 activity
	Source: R. mangle and A. aureum

Chemical Formula: C14H23O19S33-

Molecular Weight: 591.50
	(Kwon et al, 2020; Aquino et al, 2011)
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