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Table S1: Datura metel compounds and their characteristics
	[bookmark: _Hlk173275142]No
	Phytochemical Name
	CID No
	Molecular Weight
	DL-Score
	Bioavailability Score

	1.
	Daturametelin D
	101588714
	468.6
	-0.34
	0.55

	2
	Hyoscine
	3000322
	303.35
	0.68
	0.55

	3
	Hyoscyamine
	154417
	289.4
	1.29
	0.55

	4
	Daturabietatriene
	11392488
	302.5
	-0.11
	0.55

	5
	Beta-Sitosterol
	222284
	414.7
	0.78
	0.55

	6
	Withametelin F
	71718234
	452.6 
	-0.19
	0.55

	7
	Withafastuosin F
	15837750
	504.6 
	0.44
	0.55

	8
	Celastrol
	122724
	450.6 
	0.64
	0.85

	9
	Daturaolone
	122859
	440.7
	0.33
	0.55

	10
	Daturadiol
	3084830
	442.7
	-0.44
	0.55

	11
	Withanolide B
	14236711
	454.6
	0.05
	0.55

	12
	8-[(10R,13S,17R)-10,13-dimethyl-1-oxo-4,7,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthren-17-yl]-5-methyl-4-methylidene-2,6-dioxabicyclo[3.3.1]nonan-3-one
	364746
	436.6
	-0.55
	0.55

	13
	Withametelin E
	101630647
	486.6 
	0.28
	0.55

	14
	(1S,5S,8R)-8-[(10R,13S)-10,13-dimethyl-1-oxo-4,7,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthren-17-yl]-4-(methoxymethyl)-5-methyl-2,6-dioxabicyclo[3.3.1]nonan-3-one
	5316306
	468.6 
	-0.34
	0.55

	15
	Ascorbic acid
	54670067
	176.12
	0.74
	0.56

	16
	Withanolide S
	11049407
	504.6 
	0.55
	0.55

	17
	Daturilinol
	5316315
	454.6
	-0.23
	0.55

	18
	Withametelin C
	101630645
	474.6
	0.63
	0.55

	19
	Withafastuosin B
	101131178
	470.6 
	0.08
	0.55

	20
	Withametelin B
	14283157
	452.6 
	-0.15
	0.55

	21
	Withametelin D
	101630646
	472.6
	0.66
	0.55

	22
	Datumetine
	181868
	275.34
	0.5
	0.55

	23
	Isowithametelin
	21725810
	436.6
	-0.51
	0.55

	24
	12-Deoxywithastramonolide
	44576309
	470.6 
	0.19
	0.55

	25
	Withafastuosin C
	101131179
	484.6
	-0.01
	0.55

	26
	Withametelin H
	101131180
	502.6
	0.6
	0.55

	27
	[(1S,3S,5R,6S)-8-methyl-6-[(E)-2-methylbut-2-enoyl]oxy-8-azabicyclo[3.2.1]octan-3-yl] (E)-2-methylbut-2-enoate
	21159049
	321.4
	-0.57
	0.55

	28
	Tropane
	637986
	125.21
	-1.47
	0.55

	29
	1alphaH,5alphaH-Tropane-3alpha,6beta,7beta-triol, 3-(2-methylcrotonate), (E)-
	12312780
	255.31
	-0.07
	0.55

	30
	Methost-8-enol
	6452640
	400.7
	0.61
	0.55

	31
	Tropine
	449293
	141.21
	-1.07
	0.55

	32
	Norhyoscine
	92989
	289.33
	0.35
	0.55

	33
	Tropigline
	12444363
	223.31 
	-0.18
	0.55

	34
	[(1R,3S,5S,6S,7R)-6-hydroxy-8-methyl-7-[(E)-2-methylbut-2-enoyl]oxy-8-azabicyclo[3.2.1]octan-3-yl] (E)-2-methylbut-2-enoate
	
101656891
	337.4
	0.07
	0.55

	35
	Cuscohygrine
	1201543
	224.34
	-1.18
	0.55

	36
	Aposcopolamine
	4486617
	285.34
	-0.24
	0.55

	37
	31-Norcycloartenol
	102515312
	412.7
	0.48
	0.55

	38
	Cycloeucalenol
	101690
	426.7
	0.25
	0.55

	39
	Allantoin
	204
	158.12
	0.88
	0.55

	40
	31-Nor-7-lanosterol acetate
	6427330
	456.7 
	0.55
	0.55

	41
	Obtusifoliol
	65252
	426.7
	0.85
	0.55

	42
	Lophenol
	160482
	400.7
	0.11
	0.55

	43
	alpha1-Sitosterol
	9548595
	426.7
	0.47
	0.55

	44
	Oleic acid
	445639
	282.5
	-0.3
	0.85

	45
	Linoleic acid
	5280450
	280.4
	-0.3
	0.85

	46
	Daturametelin A
	101592187
	600.7
	0.57
	0.55

	47
	Withanolide D
	161671
	470.6
	0.33
	0.55

	48
	Hexanoic acid
	8892
	116.16 
	-0.54
	0.85

	49
	Nicotinic acid
	938
	123.11
	0.3
	0.85

	50
	(2R)-2-[(1S)-1-[(7S,8S,9S,10R,13R,14S,17R)-7-hydroxy-10,13-dimethyl-1-oxo-4,7,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthren-17-yl]ethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one
	91885231
	454.6
	0.29
	0.55

	51
	O-acetyltropine
	10559369
	183.25
	-0.35
	0.55

	52
	Apoatropin
	12306866
	271.35
	0.46
	0.55

	53
	Norhyoscyamine
	64696
	275.34
	0.82
	0.55






Table S2: Amino Acid Residue Interactions of Selected Phytochemicals with EGFR (PDB ID: 1M17).
	S.NO
	Phytochemicals Name
	Interaction Amino Acid Residue
	Type of interacted Bond
	Bond Distance 

	1.
	Reference (AQ4)
	MET769
	Conventional Hydrogen Bond
	2.28149

	
	
	LEU764
	Carbon Hydrogen Bond
	3.77169

	
	
	LYS721
	Pi-Cation
	4.89869

	
	
	LEU694
	Pi-Sigma
	3.4535

	
	
	LYS721
	Alkyl
	3.91932

	
	
	LEU764
	Alkyl
	4.43319

	
	
	VAL702
	Pi-Alkyl
	5.09402

	
	
	LYS721
	Pi-Alkyl
	4.88871

	
	
	VAL702
	Pi-Alkyl
	5.47032

	2.
	12-Deoxywithastramonolide
	LEU764
	Conventional Hydrogen Bond
	2.10387

	
	
	VAL702
	Alkyl
	4.91488

	
	
	VAL702
	Alkyl
	4.44312

	
	
	LEU820
	Alkyl
	4.72416

	
	
	LEU820
	Alkyl
	4.5972

	
	
	VAL702
	Alkyl
	4.28155

	
	
	MET742
	Alkyl
	4.28708

	3.
	Withametelin E
	ALA719
	Conventional Hydrogen Bond
	2.61897

	
	
	LEU764
	Conventional Hydrogen Bond
	2.09844

	
	
	VAL702
	Alkyl
	4.37467

	
	
	VAL702
	Alkyl
	5.39258

	
	
	LYS721
	Alkyl
	4.22492

	
	
	LEU820
	Alkyl
	4.93209

	
	
	LEU820
	Alkyl
	4.61802

	
	
	VAL702
	Alkyl
	4.33418

	
	
	LYS721
	Alkyl
	4.99739

	
	
	MET742 
	Alkyl
	4.26469

	3.
	Withametelin D
	MET769
	Conventional Hydrogen Bond
	2.77191

	
	
	PRO770
	Conventional Hydrogen Bond
	2.6873

	
	
	
	Conventional Hydrogen Bond
	2.26727

	
	
	LEU694
	Alkyl
	5.34421

	
	
	VAL702
	Alkyl
	4.513

	
	
	ALA719
	Alkyl
	4.03354

	
	
	LEU820
	Alkyl
	4.93528

	
	
	MET769
	Alkyl
	5.23118sv

	
	
	LEU820
	Alkyl
	3.47758

	
	
	LYS721
	Alkyl
	4.01211

	
	
	LEU694
	Alkyl
	4.55237

	4.
	Withametelin C
	THR766
	Conventional Hydrogen Bond
	2.43751

	
	
	GLY772
	Conventional Hydrogen Bond
	2.65922

	
	
	PRO770
	Conventional Hydrogen Bond
	2.70309

	
	
	ASP831
	Conventional Hydrogen Bond
	2.37234

	
	
	GLY772
	Carbon Hydrogen Bond
	3.69848

	
	
	LEU694
	Alkyl
	4.61387

	
	
	VAL702
	Alkyl
	4.74422

	
	
	VAL702
	Alkyl
	4.60073

	
	
	LEU820
	Alkyl
	4.63573

	
	
	LEU820
	Alkyl
	4.40122

	
	
	LYS721
	Alkyl
	4.20966

	
	
	LEU694
	Alkyl
	4.92478






Table S3: Predicted hERG Inhibition Probabilities of Erlotinib and Selected Phytochemicals
	S.no
	Compound name
		



	Predicted hERG Blocker Probability



	Interpretation relative to cutoff (0.5)

	1
	Erlotinib (reference)
	0.406
	Near threshold; potential cardiac risk

	2
	12-Deoxywithastramonolide
	0.013
	Negligible risk

	3
	Withametelin E
	0.010
	Negligible risk

	4
	Withametelin D
	0.025
	Negligible risk

	5
	Withametelin C
	0.021
	Negligible risk



