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Table S1. Identified compounds from mangrove species using GC-MS and LC-MS analysis.

	Name of the Compound
	Name of the Mangrove Species
	Method of Identification
	Reference

	Sanguinarine
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Muscimol
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Glycosin
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Ergotamine
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Ergobasine
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Ergosine
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Mescaline
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Pilosine
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	Nordihydrocapsaicin
	Rhizophora apiculata
	LCMS
	Selvaraj et al., 2015

	ajmalicine
	Rhizophora mucronata
	LCMS
	Selvaraj et al., 2017

	catharanthine
	Rhizophora mucronata
	LCMS
	Selvaraj et al., 2017

	colchicine
	Rhizophora mucronata
	LCMS
	Selvaraj et al., 2017

	hyoscyamine
	Rhizophora mucronata
	LCMS
	Selvaraj et al., 2017

	reserpine
	Rhizophora mucronata
	LCMS
	Selvaraj et al., 2017

	vindoline
	Rhizophora mucronata
	LCMS
	Selvaraj et al., 2017

	Inositol 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Alpha.-d-mannofuranosidel 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	2-hexadecen-1-ol
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	2-hexadecen-1-ol
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	9-Eicosyne 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Cyclopentene
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Palmitic acid
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	1,2-Benzenedicarboxylic acid 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Di-(2-ethylhexyl)phthalate
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	9,12,15-Octadecatrienoic acid 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Ethyl Linoleolate
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	11,14,17-Eicosatrienoic acid 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Pentadecanoic acid 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Pentadecane 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Ethyl Linoleolate 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Hexane 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Tetracosahexaene
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	8,11-Eicosadienoic acid
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Ethyl Linoleolate 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Tetracontane
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Tetrapentacosan 
	Acanthus ilicifolius 
	GCMS
	Satyavani et al., 2015

	Linalool
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	α-Terpineol acetate
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	3,7-Dimethyl-2-octen-1-ol
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Ethylene oxide 
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	2-Ethyl-2-butenal
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Imidazo 1,4 diazepine
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Diazene
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	α- Isomethyl ionone
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	4,6-Bis (dimethyl amino) methyl
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Acetamide
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	2-Methyl-pentanol-2
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Allyldimethylphenylsilane
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	α -Ionyl acetate
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	2-Methoxynaphthalene
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Oxyphenylon
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	2,5-Diethylphenol 
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	N- Oxo pyrimidine 
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	o-Acetotoluide
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Dehydrococcinine
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Mintlactone
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Trimethyl(pentafluorophenyl) silane
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Diethyl phthalate
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Epoxy purine
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	1,2 Epoxyhexobarbital
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	o-Kresol-glycidaether
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Bromobimane
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	1,3-Cyclohexadiene
	Rhizophora apiculata 
	GCMS
	Satyavani et al., 2015

	Undecanol
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Acetamide, N-3-pyrrolidinyl
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Lactamide
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Thiosemicarbazide
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Ortetamine
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Dihydropinene
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Methylethylbenzene
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Hexyl pentyl ether
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	1,2-Benzenediol
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	1-Iodo-2-methylnonane
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Actamide
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	α- Terpineol
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Linalyl butyrate
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Phenylephrine
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	L-Alanine-4-nitroanilide
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Norephedrine
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Phenylpropanolamine
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	1,2-Benzenediol
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Ethyl isopropylureidoacetate
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Cyclohexane
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	n-Hexadecanoic acid
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	8-Pentadecanone
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Acridinedione
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Phenylephrine
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	p-nitro phenyl methylphosphonate
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	2-Propenamide
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	1-Butanamine, N-methyl-
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Octadecane
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Cyclooctacosane
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Piperidine
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	1,4-Butanediamine
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	2,5-Cyclohexadien-1-one
	Rhizophora mucronata 
	GCMS
	Satyavani et al., 2015

	Dodecanediol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	L-Alanine-4-nitroanilide
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Benzene methanol 
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	1,1-diethoxyundecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Hexadecane, 2-methyl-
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Metaraminol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	1,2-Benzenediol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Tetradecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Benzyl alcohol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Hexadecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Benzenemethanol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	4-trifluoroacetBenzyl alcohol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	L-Alanine-4-nitroanilide
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Alanine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	2, 6-Octadiene-4, 5-diol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Undecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Tetradecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	2, 4-Dimethylamphetamine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Cathine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	2-pyridone
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	L-Alanine, N-glycyl-
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Cyclopentane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Octadecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Hexadecanoic acid
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Pfenylacetic acid
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Heptadecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Undecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Pentanoic acid
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Hydroxybenzenepropanoic Acid 
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Diethyl methylphosphonate
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Acridine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Hexadecane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Trifluoroacetic acid
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Triethyl(pentafluorophenyl)silane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Ngainone
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	N-1-Adanantyl-p-methylbenzalimine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Pentachlorophenol
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Isohumulone
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Octadecanoic acid
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Decane
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Diethyl phthalate
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Benzamide
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Pentanenitrile
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Diacetate, 
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Clivorine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	1,2,5-Trimethylpyrrole
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Disilylamine Silanamine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Ethylene oxide  
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	N-Acetoacetyl-deacetylcolchicine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	Ketostearic acid
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	N-1-Adanantyl-p-methylbenzalimine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	O-Methylhydroxylamine
	Excoecaria agallocha 
	GCMS
	Satyavani et al., 2015

	rutin
	Excoecaria agallocha, Rhizophora apiculata 
	HPLC
	Satyavani et al., 2012; Selvaraj et al., 2014

	quercetin
	Excoecaria agallocha, Rhizophora apiculata 
	HPLC
	Satyavani et al., 2012; Selvaraj et al., 2014

	mycertin
	Excoecaria agallocha, Rhizophora apiculata 
	HPLC
	Satyavani et al., 2012; Selvaraj et al., 2014

	kamferol
	Excoecaria agallocha, Rhizophora apiculata 
	HPLC
	Satyavani et al., 2012; Selvaraj et al., 2014

	luteolin
	Excoecaria agallocha, Rhizophora apiculata 
	HPLC
	Satyavani et al., 2012; Selvaraj et al., 2014

	isorhamnetin
	Excoecaria agallocha, Rhizophora apiculata 
	HPLC
	Satyavani et al., 2012; Selvaraj et al., 2014

	Gallic acid
	Acanthus ilicifolius
	HPTLC
	Selvaraj et al., 2014

	Quercetin
	Acanthus ilicifolius
	HPTLC
	Selvaraj et al., 2014

	Lupeol
	Acanthus ilicifolius
	HPTLC
	Selvaraj et al., 2014

	N-1-Adamantyl-p-methylbenzalimine
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	m-Acetotoluide
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	4-Butylpyridine 1 oxide
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	p-amino diethylaniline
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Clivorine
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	2-Propen-1-one, 3-(4-nitrophenyl)-
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Cyclohexanone, 4-(1,1-dimethylethy)
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	3-Buten-2-one, 4-(2,6,6-trimethyl-)
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Acetic acid, 17-(1-hydroxy-1-methy)
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	1,6-Octadien-3-ol, 3,7-dimethyl-
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	alpha-ketostearic acid
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Cyclopropanecarboxylc acid
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	1-Adamantyl m-tolyloxyacetate
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Naphthalene, 2-methoxy-
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	2(4H)-Benzofuranone,  5,6,7,7a-tetr
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Silane, triethyl
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Diethyl phthalate
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014

	Benzene, 1-(1,1-dimethylethoxy)4-
	Rhizophora apiculata
	GCMS
	Selvaraj et al., 2014


Table S2. 3H10 along with the docking score for identified compounds mangrove species.
	S. No
	Title
	docking score (kcal/mol)
	glide gscore (kcal/mol)
	glide evdw (kcal/mol)
	glide ecoul (kcal/mol)
	glide energy (kcal/mol)
	glide emodel (kcal/mol)
	XP HBond (kcal/mol)

	1
	5280805
	-16.66
	-16.66
	-43.176
	-22.369
	-65.545
	-90.7
	-5.006

	2
	5280343
	-12.54
	-12.545
	-32.568
	-16.395
	-48.963
	-66.852
	-3.633

	3
	5280445
	-10.59 
	-10.593
	-29.428
	-16.057
	-45.485
	-65.627
	-3.146

	4
	5280863
	-10.64
	-10.644
	-32.429
	-9.183
	-41.611
	-55.6
	-2.465

	5
	105137
	-9.396
	-9.396
	-43.247
	-4.589
	-47.836
	-70.225
	-1.752

	6
	8223
	-8.813
	-8.813
	-49.324
	-7.424
	-56.748
	-70.38
	-1.625

	7
	442869
	-8.362
	-8.362
	-28.362
	-7.62
	-35.982
	-48.441
	-1.516

	8
	443884
	-8.341
	-8.341
	-31.665
	-5.097
	-36.762
	-48.878
	-0.7

	9
	892
	-8.109
	-8.109
	-17.328
	-8.98
	-26.308
	-32.335
	-4.723

	10
	370
	-7.781
	-7.781
	-22.804
	-9.597
	-32.401
	-42.094
	-3.464

	11
	5906
	-7.578
	-7.578
	-17.744
	-7.921
	-25.665
	-34.019
	-1.287

	12
	53249870
	-7.525
	-7.525
	-21.178
	-7.237
	-28.415
	-36.762
	-1.26

	13
	12897794
	-7.456
	-7.456
	-15.104
	-8.219
	-23.323
	-28.494
	-2.88

	14
	67678
	-7.439
	-7.439
	-29.072
	-12.747
	-41.819
	-47.482
	-2.55

	15
	620188
	-7.329
	-7.329
	-33.612
	-3.756
	-37.368
	-43.356
	-0.7

	16
	16533
	-7.299
	-7.299
	-31.53
	-1.775
	-33.305
	-50.805
	-0.48

	17
	4266
	-7.262
	-7.262
	-17.215
	-4.734
	-21.949
	-26.996
	-1.832

	18
	63123
	-7.17
	-7.17
	-32.423
	-1.947
	-34.369
	-48.155
	-0.7

	19
	1017
	-7.063
	-7.063
	-20.199
	-9.509
	-29.707
	-40.783
	-1.948

	20
	999
	-7.057
	-7.057
	-17.87
	-3.75
	-21.62
	-27.713
	-1.625

	21
	22117053
	-7.029
	-7.029
	-27.327
	-1.629
	-28.956
	-39.498
	-0.691

	22
	5367460
	-6.918
	-6.918
	-33.923
	-2.09
	-36.013
	-46.368
	-0.7

	23
	33658
	-6.853
	-6.853
	-16.007
	-7.73
	-23.737
	-28.941
	-1.19

	24
	85548
	-6.753
	-6.753
	-33.94
	-1.675
	-35.615
	-47.252
	-1.625

	25
	21648
	-6.735
	-6.735
	-22.743
	-5.811
	-28.554
	-36.763
	-1.262

	26
	6041
	-6.71
	-6.71
	-19.733
	-9.015
	-28.749
	-32.957
	-1.04

	27
	289
	-6.691
	-6.691
	-10.481
	-8.46
	-18.941
	-23.809
	-1.975

	28
	681
	-6.605
	-6.605
	-18.834
	-5.831
	-24.665
	-31.23
	-2.069

	29
	541084
	-6.596
	-6.596
	-41.214
	-7.71
	-48.925
	-52.832
	-0.943

	30
	5282826
	-6.54
	-6.54
	-34.013
	-5.997
	-40.011
	-43.88
	-0.48

	31
	57397401
	-6.527
	-6.527
	-42.427
	-3.344
	-45.771
	-59.943
	-0.572

	32
	5154
	-6.509
	-6.509
	-35.76
	-1.155
	-36.914
	-45.017
	0

	33
	992
	-6.499
	-6.499
	-24.771
	-3.494
	-28.265
	-36.774
	-1.194

	34
	2777035
	-6.402
	-6.402
	-15.724
	-3.866
	-19.591
	-24.893
	-1.082

	35
	103607
	-6.331
	-6.331
	-30.144
	-2.201
	-32.345
	-36.757
	-0.066

	36
	154417
	-6.302
	-6.302
	-20.251
	-5.289
	-25.54
	-35.767
	-0.886

	37
	93090
	-6.287
	-6.287
	-32.412
	-2.275
	-34.687
	-44.233
	-1.44

	37
	8871
	-6.259
	-6.259
	-13.974
	-5.977
	-19.951
	-25.186
	-1.33

	39
	5546
	-6.197
	-6.197
	-35.108
	-3.399
	-38.507
	-49.464
	-0.56

	40
	81911
	-6.184
	-6.184
	-21.263
	-5.535
	-26.798
	-31.835
	-1.234

	41
	5372174
	-6.134
	-6.134
	-24.97
	-2.811
	-27.78
	-32.903
	-0.215

	42
	244
	-5.986
	-5.986
	-14.543
	-4.162
	-18.706
	-22.655
	-1.091

	43
	244
	-5.986
	-5.986
	-14.543
	-4.162
	-18.706
	-22.655
	-1.091

	44
	168836
	-5.983
	-5.983
	-32.919
	-7.427
	-40.346
	-54.887
	-1.626

	45
	6781
	-5.965
	-5.965
	-29.91
	-2.966
	-32.876
	-42.674
	0

	46
	642875
	-5.915
	-5.915
	-22.889
	-1.797
	-24.686
	-31.228
	-0.7

	47
	73073
	-5.905
	-5.905
	-40.656
	0.097
	-40.559
	-51.384
	-0.149

	48
	114810
	-5.875
	-5.875
	-29.395
	-2.189
	-31.584
	-39.481
	-0.641

	49
	220401
	-5.852
	-5.852
	-28.376
	-0.251
	-28.627
	-40.408
	-0.146

	50
	1049
	-5.817
	-5.817
	-12.14
	-3.749
	-15.889
	-18.754
	-0.7

	51
	4168
	-5.753
	-5.753
	-33.665
	-2.002
	-35.668
	-48.576
	-0.569

	52
	171784
	-5.719
	-5.719
	-27.29
	-3.622
	-30.912
	-27.174
	-0.7

	53
	572771
	-5.699
	-5.699
	-17.814
	0.499
	-17.314
	-12.719
	-0.311

	54
	3452818
	-5.58
	-5.58
	-27.714
	-3.07
	-30.784
	-37.849
	-0.7

	55
	378
	-5.571
	-5.571
	-25.56
	-11.153
	-36.713
	-47.632
	-1.989

	56
	68382
	-5.559
	-5.559
	-19.258
	-1.13
	-20.388
	-25.642
	-0.354

	57
	4076
	-5.534
	-5.534
	-23.267
	-4.003
	-27.271
	-29.642
	-0.373

	58
	620067
	-5.527
	-5.527
	-26.26
	0.045
	-26.216
	-35.415
	0

	59
	553385
	-5.518
	-5.518
	-22.118
	-0.348
	-22.466
	-31.7
	0

	60
	250985
	-5.487
	-5.487
	-12.3
	-6.117
	-18.417
	-23.456
	-1.33

	61
	441457
	-5.442
	-5.442
	-10.807
	-8.918
	-19.726
	-23.755
	-0.902

	62
	15655
	-5.397
	-5.397
	-13.491
	-3.421
	-16.912
	-18.453
	-1.463

	63
	8082
	-5.317
	-5.317
	-13.134
	-2.904
	-16.038
	-18.791
	-0.7

	64
	62344
	-5.316
	-5.316
	-32.839
	-0.397
	-33.236
	-44.055
	0

	65
	6167
	-5.291
	-5.291
	-42.28
	-2.847
	-45.127
	-46.578
	-0.16

	66
	111037
	-5.212
	-5.212
	-18.903
	-2.391
	-21.295
	-27.206
	-0.7

	67
	10297
	-5.139
	-5.139
	-17.2
	-3.991
	-21.192
	-27.917
	0

	68
	115808
	-5.134
	-5.134
	-20.198
	-1.919
	-22.118
	-26.383
	-0.7

	69
	520451
	-5.126
	-5.126
	-37.538
	0.3
	-37.238
	-35.339
	0

	70
	6923
	-5.076
	-5.076
	-18.028
	-1.396
	-19.425
	-23.131
	-0.7

	71
	584910
	-5.061
	-5.061
	-27.013
	-1.9
	-28.913
	-17.066
	0

	72
	522715
	-5.029
	-5.029
	-18.476
	-4.2
	-22.676
	-26.334
	-0.7

	73
	7119
	-4.96
	-4.96
	-20.982
	-1.715
	-22.698
	-28.597
	-0.287

	74
	17354
	-4.932
	-4.932
	-15.683
	-3.193
	-18.876
	-19.132
	-1.12

	75
	5950
	-4.912
	-4.912
	-12.672
	-3.757
	-16.429
	-18.749
	-1.472

	76
	7910
	-4.906
	-4.906
	-9.158
	-2.796
	-11.955
	-14.556
	-0.279

	77
	17100
	-4.89
	-4.89
	-18.081
	-3.617
	-21.697
	-21.626
	-0.7

	78
	259846
	-4.857
	-4.857
	-30.893
	-1.173
	-32.066
	-34.846
	-0.7

	79
	10843
	-4.832
	-4.832
	-20.881
	-3.201
	-24.082
	-31.046
	-0.7

	80
	13849
	-4.817
	-4.817
	-27.026
	-3.963
	-30.989
	-35.473
	-0.962

	81
	87885108
	-4.777
	-4.777
	-12.075
	-4.937
	-17.013
	-19.957
	-1.232

	82
	364595
	-4.759
	-4.759
	-23.221
	-0.178
	-23.398
	-30.325
	0

	83
	364595
	-4.759
	-4.759
	-23.221
	-0.178
	-23.398
	-30.325
	0

	85
	98153
	-4.758
	-4.758
	-18.227
	-5.901
	-24.128
	-30.509
	-1.625

	85
	541870
	-4.712
	-4.712
	-14.946
	-4.273
	-19.219
	-22.904
	-0.7

	86
	5458190
	-4.698
	-4.698
	-29.451
	-0.866
	-30.317
	-38.406
	0

	87
	21606566
	-4.593
	-4.593
	-12.158
	-5.085
	-17.244
	-25.205
	-1.027

	88
	441975
	-4.557
	-4.557
	-33.045
	-2.646
	-35.691
	-48.501
	-0.231

	89
	445639
	-4.539
	-4.539
	-28.516
	-5.79
	-34.306
	-43.43
	-1.28

	90
	16640
	-4.535
	-4.535
	-17.955
	-2.748
	-20.703
	-21.696
	0

	91
	526118
	-4.525
	-4.525
	-22.96
	-0.145
	-23.105
	-28.929
	0

	92
	150936
	-4.496
	-4.496
	-22.719
	-2.598
	-25.317
	-38.166
	-0.592

	93
	541544
	-4.46
	-4.46
	-23.528
	-3.305
	-26.832
	-35.169
	-0.618

	94
	8443
	-4.431
	-4.431
	-20.783
	-2.882
	-23.664
	-30.136
	-0.7

	95
	5770
	-4.409
	-4.409
	-33.394
	-2.653
	-36.047
	-53.306
	-0.304

	96
	81179
	-4.361
	-4.361
	-20.377
	-0.672
	-21.049
	-25.376
	0

	94
	138558
	-4.34
	-4.34
	-13.855
	-3.335
	-17.19
	-20.509
	-0.7

	98
	1.02E+08
	-4.295
	-4.295
	-21.562
	-7.521
	-29.084
	-31.243
	-0.7

	99
	7120
	-4.278
	-4.278
	-20.254
	-1.736
	-21.99
	-27.824
	-0.7

	100
	94220
	-4.196
	-4.196
	-13.412
	-4.961
	-18.373
	-21.443
	-1.676

	101
	8068
	-4.195
	-4.195
	-11.673
	-2.212
	-13.886
	-13.57
	-0.7

	102
	5366238
	-4.177
	-4.177
	-16.186
	-7.126
	-23.313
	-27.066
	-0.817

	103
	585181
	-4.12
	-4.12
	-22.779
	-1.24
	-24.019
	-29.582
	0

	104
	11903
	-4.103
	-4.103
	-15.191
	-0.224
	-15.415
	-18.238
	0

	105
	5362706
	-4.094
	-4.094
	-21.886
	-4.736
	-26.622
	-31.479
	-0.7

	106
	10927
	-4.064
	-4.064
	-11.627
	-6.413
	-18.04
	-20.659
	-1.33

	107
	13162
	-3.839
	-3.839
	-27.853
	-2.591
	-30.444
	-36.847
	-0.669

	108
	10129
	-3.824
	-3.824
	-13.18
	0.135
	-13.045
	-15.387
	0

	109
	181638
	-3.773
	-3.773
	-18.219
	-8.201
	-26.42
	-29.797
	-1.44

	110
	74667
	-3.746
	-3.746
	-14.898
	-2.165
	-17.063
	-21.122
	-0.638

	111
	767
	-3.716
	-3.716
	-7.022
	-9.221
	-16.243
	-18.548
	-0.995

	112
	260535
	-3.715
	-3.715
	-26.955
	-2.437
	-29.393
	-30.211
	-1.281

	113
	985
	-3.7
	-3.7
	-28.723
	-6.745
	-35.468
	-39.978
	-1.248

	114
	5362897
	-3.597
	-3.597
	-12.435
	-2.645
	-15.08
	-18.753
	-0.7

	115
	6549
	-3.522
	-3.522
	-16.867
	-3.324
	-20.192
	-24.766
	-0.652

	116
	537317
	-3.516
	-3.516
	-21.967
	0.115
	-21.852
	-23.864
	0

	117
	17386
	-3.419
	-3.419
	-26.244
	-3.399
	-29.644
	-35.293
	-1.179

	118
	557019
	-3.412
	-3.412
	-32.782
	-0.009
	-32.791
	-40.465
	0

	119
	5312715
	-3.358
	-3.358
	-25.253
	-7.223
	-32.476
	-40.451
	-1.165

	120
	6354
	-3.343
	-3.343
	-7.083
	-2.513
	-9.596
	-10.429
	-0.7

	121
	178
	-3.279
	-3.279
	-9.585
	-5.499
	-15.084
	-16.473
	-0.7

	122
	70260
	-3.203
	-3.203
	-16.648
	-0.621
	-17.269
	-19.835
	0

	123
	8061
	-3.177
	-3.177
	-10.207
	-2.155
	-12.362
	-13.124
	-0.631

	124
	8078
	-3.157
	-3.157
	-11.68
	0.186
	-11.495
	-13.033
	0

	125
	12398
	-3.104
	-3.104
	-28.291
	0.22
	-28.071
	-31.549
	0

	126
	1045
	-3.014
	-3.014
	-6.757
	-7.374
	-14.131
	-17.746
	-1.837

	127
	10914
	-2.967
	-2.967
	-26.27
	-0.242
	-26.512
	-27.971
	0

	128
	2723789
	-2.899
	-2.899
	-11.742
	-5.295
	-17.037
	-17.801
	-0.7

	129
	15266
	-2.863
	-2.863
	-28.332
	-0.051
	-28.383
	-33.32
	0

	130
	6579
	-2.849
	-2.849
	-10.91
	-6.252
	-17.162
	-20.091
	-1.33

	131
	6579
	-2.849
	-2.849
	-10.91
	-6.252
	-17.162
	-20.091
	-1.33

	132
	8882
	-2.767
	-2.767
	-11.835
	-0.279
	-12.114
	-10.833
	0

	133
	11605
	-2.75
	-2.75
	-13.289
	-0.089
	-13.378
	-16.07
	0

	134
	62321
	-2.731
	-2.731
	-23.998
	0.548
	-23.45
	-31.742
	-0.127

	135
	53679865
	-2.713
	-2.713
	-11.624
	0.214
	-11.41
	-11.095
	0

	136
	104486
	-2.692
	-2.692
	-25.351
	-3.307
	-28.658
	-27.496
	0

	137
	8222
	-2.676
	-2.676
	-33.889
	0.166
	-33.723
	-42.445
	0

	138
	11635
	-2.676
	-2.676
	-26.962
	0.294
	-26.668
	-33.104
	0

	139
	20149
	-2.674
	-2.674
	-17.138
	0.21
	-16.928
	-22.426
	0

	140
	535020
	-2.597
	-2.597
	-14.189
	0.289
	-13.899
	-15.995
	0

	141
	533837
	-2.582
	-2.582
	-16.49
	-1.56
	-18.05
	-20.124
	-0.7

	142
	12052
	-2.409
	-2.409
	-20.363
	-0.182
	-20.545
	-22.869
	0

	143
	557579
	-2.394
	-2.394
	-12.855
	0.068
	-12.787
	-14.122
	0

	144
	12391
	-2.316
	-2.316
	-27.314
	-0.192
	-27.507
	-32.388
	0

	145
	11006
	-2.313
	-2.313
	-26.633
	0.159
	-26.474
	-29.932
	0

	146
	4113
	-2.288
	-2.288
	-5.533
	-3.01
	-8.543
	-9.757
	-1.124

	147
	12685
	-2.255
	-2.255
	-17.613
	-2.441
	-20.054
	-22.674
	-0.195

	148
	11669
	-2.242
	-2.242
	-8.93
	0.145
	-8.785
	-10.175
	0

	149
	8184
	-1.672
	-1.672
	-17.947
	-5.447
	-23.394
	-26.972
	-1.218

	150
	12389
	-1.572
	-1.572
	-24.071
	0.185
	-23.886
	-30.275
	0

	151
	123195
	-1.511
	-1.511
	-4.879
	-1.543
	-6.421
	-7.107
	-0.7

	152
	14257
	-0.635
	-0.635
	-18.136
	0.304
	-17.832
	-21.522
	0


Table S3. QM-MM energy, HOMO, LUMO, HELG, and salvation energy parameter of the selected compounds.

	S. No
	Compound IDs
	HOMO

(eV)
	LUMO

(eV)
	HLG

(eV)
	QM dipole

(debye)
	Solvation energy

(kcal/mol)

	1
	5280805
	-0.21657
	-0.06511
	0.151
	8.1342
	-61.07

	2
	5280343
	-0.21397
	-0.06907
	0.144
	7.1097
	-30.25

	3
	5280863
	-0.21471
	-0.06708
	0.147
	9.1229
	-23.97

	4
	5280445
	-0.22272
	-0.06872
	0.154
	9.1136
	-25.53


Table S4. 3H10 along with the docking score, glide energy and QM/MM energy. 

	S. No
	Compound IDs
	QPLD docking

	
	
	Glide score

(kcal/mol) 
	Glide energy

(kcal/mol)
	QM/MM 

Energy

(kcal/mol) 
	Solvation Energy (kcal/mol) 
	H-bond interactions 

	1
	5280805
	-12.515
	-72.071
	-2250.387243
	-81.72
	ALA213 (2.0 Å), LYS141 (1.97 Å), ASH274 (2.03Å), TYR212 (2.13Å), ARG220 (5.95 Å)

	2
	5280343
	-11.920
	-50.742
	-1104.163227
	-35.98
	LEU139 (2.10 Å), ALA213 (2.02 Å and 1.83 Å), ASH274 (1.74Å and 1.75 Å)

	3
	5280863
	-11.071
	-48.453
	-1028.945031
	-29.45
	LEU139 (2.11 Å), ALA213 (1.83 Å and 1.74 Å), ASH274 (1.88 Å)

	4
	5280445
	-11.825
	-48.714
	-1028.9399
	-35.54
	LEU139 (2.06 Å), ALA213 (1.86 Å and 1.76 Å), ASH274 (2.06 Å and 1.94 Å)


Table S5: Binding free-energy calculation of identified hit molecules against 3H10.

	S. No
	Compounds ID
	Binding free energy(kcal/mol) (Docking)
	
	Binding free energy(kcal/mol) (QPLD)

	
	
	ΔG

Bind
	ΔG

Bind Coulomb
	ΔG

Bind Covalent
	ΔG

Bind Hbond
	ΔG

Bind Lipo
	ΔG

Bind SolvGB
	ΔG

Bind

vdW
	ΔG

Bind
	ΔG

Bind Coulomb
	ΔG

Bind Covalent
	ΔG

Bind Hbond
	ΔG

Bind Lipo
	ΔG

Bind SolvGB
	ΔG

Bind

vdW

	1
	5280805
	-97.82
	-47.378
	13.608
	-1.924
	-50.92
	36.300
	-47.49
	-72.05
	-38.388
	11.340
	-1.614
	-33.103
	37.800
	-49.87

	2
	5280343
	-70.51
	-30.681
	4.735
	-1.364
	-27.12
	16.660
	-32.74
	-70.65
	-30.674
	5.444
	-1.364
	-27.125
	16.516
	-32.72

	3
	5280863
	-65.51
	-31.098
	7.198
	-1.146
	-27.64
	17.900
	-30.73
	-65.43
	-31.046
	7.191
	-1.144
	-27.630
	18.032
	-30.79

	4
	5280445
	-63.74
	-32.294
	6.302
	-1.730
	-27.24
	19.879
	-28.65
	-60.67
	-33.288
	6.185
	-1.356
	-27.084
	27.056
	-38.07


