Table S1. SwissADME-based screening and selection of phytochemicals identified in Camellia sinensis.
	S.no.
	Compounds
	Molecular weight
	GI absorption
	Lipinski violations
	Bioavailability score
	Selection

	1
	(9s,10r)-9,10-dihydroxystearic acid
	316.48
	High
	0
	0.56
	Selected

	2
	3,4-dimethoxy-6,8-dihydroxy-coumarin
	238.19
	High
	0
	0.55
	Selected

	3
	6,7-dihydroxy-8-methoxy-coumarin
	208.17
	High
	0
	0.55
	Selected

	4
	Agmatine
	130.19
	High
	0
	0.55
	Selected

	5
	Beta-amyrin
	426.72
	Low
	1
	0.55
	Excluded

	6
	Beta-sitosterol
	414.71
	Low
	1
	0.55
	Excluded

	7
	Corilagin
	634.45
	Low
	3
	0.17
	Excluded

	8
	Ellagic acid
	302.19
	High
	0
	0.55
	Selected

	9
	Ferulic acid
	194.18
	High
	0
	0.85
	Selected

	10
	Glutamic acid
	147.13
	High
	0
	0.56
	Selected

	11
	Glycolic acid
	76.05
	High
	0
	0.85
	Selected

	12
	Hyperoside
	464.38
	Low
	2
	0.17
	Excluded

	13
	Isoquercitrin
	464.38
	Low
	2
	0.17
	Excluded

	14
	Kaempferol-3-o-beta-d-glucopyranoside
	448.38
	Low
	2
	0.17
	Excluded

	15
	Kaempferol-3-o-beta-d-xylopyranoside
	418.35
	Low
	1
	0.55
	Excluded

	16
	Kaempferol-3-o-beta-rutinoside
	594.52
	Low
	3
	0.17
	Excluded

	17
	L-(+)-norleucine
	131.17
	High
	0
	0.55
	Selected

	18
	Lecithin
	758.06
	Low
	1
	0.55
	Excluded

	19
	Linoleic-acid
	280.45
	High
	1
	0.85
	Excluded

	20
	N-demethylricinine
	150.13
	High
	0
	0.55
	Selected

	21
	N-heptylaldehyde
	114.19
	High
	0
	0.55
	Selected

	22
	Niacin
	123.11
	High
	0
	0.85
	Selected

	23
	Oleic-acid
	282.46
	High
	1
	0.85
	Excluded

	24
	P-coumaric-acid
	164.16
	High
	0
	0.85
	Selected

	25
	Palmitic-acid
	256.42
	High
	1
	0.85
	Excluded

	26
	Pimelic-acid
	160.17
	High
	0
	0.85
	Selected

	27
	Quercetin-3-o-beta-d-xylopyranoside
	434.35
	Low
	2
	0.17
	Excluded

	28
	Quercitrin
	448.38
	Low
	2
	0.17
	Excluded

	29
	Riboflavin
	376.36
	Low
	0
	0.55
	Excluded

	30
	Ricin
	416.54
	High
	1
	0.55
	Excluded

	31
	Ricinine
	164.16
	High
	0
	0.55
	Selected

	32
	Ricinoleic-acid
	298.46
	High
	0
	0.85
	Selected

	33
	Rutin
	610.52
	Low
	3
	0.17
	Excluded

	34
	Sebacic-acid
	202.25
	High
	0
	0.85
	Selected

	35
	Shikimic-acid
	174.15
	High
	0
	0.56
	Selected

	36
	Squalene
	410.72
	Low
	1
	0.55
	Excluded

	37
	Stigmasterol
	412.69
	Low
	1
	0.55
	Excluded

	38
	Suberic-acid
	174.19
	High
	0
	0.85
	Selected

	39
	Succinic-acid
	118.09
	High
	0
	0.85
	Selected

	40
	Triricinolein
	933.43
	Low
	2
	0.17
	Excluded

	41
	2,5-dihydroxybenzoic acid
	154.12
	High
	0
	0.56
	Selected

	42
	Quercetin
	302.24
	High
	0
	0.55
	Selected

	43
	1-octacosanol
	410.76
	Low
	1
	0.55
	Excluded

	44
	Chlorogenic acid
	354.31
	Low
	1
	0.11
	Excluded

	45
	Neochlorogenic acid
	354.31
	Low
	1
	0.11
	Excluded

	46
	Gallic acid
	170.12
	High
	0
	0.56
	Selected

	47
	(-)-epicatechin
	290.27
	High
	0
	0.55
	Selected





















[bookmark: _GoBack]Table S2. ADMET Lab-based screening of identified compounds from Camellia sinensis according to drug-likeness scores. 
	S.no.
	Compounds
	Molecular weight
	Drug likeness
Score
	Selection

	1
	(9s,10r)-9,10-dihydroxystearic-acid
	316.48
	0.371
	Excluded

	2
	3,4-dimethoxy-6,8-dihydroxy-coumarin
	238.19
	0.764
	Selected

	3
	6,7-dihydroxy-8-methoxy-coumarin
	208.17
	0.544
	Excluded

	4
	Agmatine
	130.19
	0.259
	Excluded

	5
	Ellagic-acid
	302.19
	0.216
	Excluded

	6
	Ferulic-acid
	194.18
	0.715
	Selected

	7
	Glutamic-acid
	147.13
	0.486
	Excluded

	8
	Glycolic-acid
	76.05
	0.424
	Excluded

	9
	L-(+)-norleucine
	131.17
	0.587
	Excluded

	10
	N-demethylricinine
	150.13
	0.624
	Excluded

	11
	N-heptylaldehyde
	114.19
	0.395
	Excluded

	12
	Niacin
	123.11
	0.6
	Excluded

	13
	P-coumaric-acid
	164.16
	0.651
	Selected

	14
	Pimelic-acid
	160.17
	0.57
	Excluded

	15
	Ricinine
	164.16
	0.598
	Excluded

	16
	Ricinoleic-acid
	298.46
	0.327
	Excluded

	17
	Sebacic-acid
	202.25
	0.562
	Excluded

	18
	Shikimic-acid
	174.15
	0.387
	Excluded

	19
	Suberic-acid
	174.19
	0.573
	Excluded

	20
	Succinic-acid
	118.09
	0.544
	Excluded

	21
	2,5-dihydroxybenzoic acid
	154.12
	0.522
	Excluded

	22
	Quercetin
	302.24
	0.434
	Excluded

	23
	Gallic acid
	170.12
	0.46
	Excluded

	24
	(-)-epicatechin
	290.27
	0.51
	Excluded





Table S3. ProTox-based toxicity screening of the selected compounds from Camellia sinensis.
	S.no.
	Compounds
	Molecular weight
	LD50
(mg/kg)
	Toxicity class
	Selection

	1
	3,4-dimethoxy-6,8-dihydroxy-coumarin
	238.19
	3800
	5
	Selected

	2
	Ferulic-acid
	194.18
	1772
	4
	Selected

	3
	P-coumaric-acid
	164.16
	2850
	5
	Selected




