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Supplementary Table 1: Major active compounds identified from the aqueous leaf extracts of S. cumini by LC-MS analysis.
	S. No
	Rt [min]
	MolWt
	ESI mode
	Monoisotropic mass
	Chemical formula
	Compounds
	References

	1
	6.14
	386
	[M+H]+
	386.100168
	C20H18O8
	diferulic acid
	1

	2
	8.58
	184
	[M+H]+
	184.037173
	C8H8O5
	methylgallate
	1

	3
	2.18
	290
	[M+H]+
	290.079038
	C10H12O4
	cianidanol
	2

	4
	9.42
	273
	[M+H]+
	272.068473
	C15H12O5
	butin
	1

	5
	15.82
	300
	[M+H]+
	300.063388
	C16H12O6
	kaempferide
	1

	6
	3.27
	226
	[M+H]+
	226.09938
	C15H14O2
	4′-hydroxyflavan
	3

	7
	20.07
	304
	[M+H]+
	304.058303
	C15H12O7
	taxifolin
	4

	8
	10.63
	257
	[M+H]+
	256.24023
	C16H32O2
	palmitic acid
	5

	9
	22.28
	278
	[M+H]+
	278.224580204
	C18H30O2
	punicic acid
	6

	10
	14.50
	222
	[M+H]+
	222.198365
	C15H26O
	cedrol
	7

	11
	1.67
	180
	[M+H]-
	180.042259
	C9H8O4
	caffeic acid
	1

	12
	1.74
	166
	[M+H]-
	166.062994
	C9H10O3
	3(3-hydroxyphenyl)propanoic acid
	4

	13
	1.92
	196
	[M+H]-
	196.073559
	C10H12O4
	xanthoxylin
	6

	14
	2.50
	194
	[M+H]-
	194.057909
	C10H10O4
	ferulic acid
	2

	15
	2.82
	192
	[M+H]-
	192.063388
	C7H12O6
	quinic acid
	4

	16
	7.93
	448
	[M+H]-
	448.100561
	C21H20O11
	astragalin
	3

	17
	3.52
	356
	[M+H]-
	356.1107
	C16H20O9
	6-O-feruloyl-D-glucose
	1

	18
	3.18
	170
	[M+H]+/[M+H]-
	170.021523
	C7H6O5
	gallic acid
	8

	19
	7.21
	464
	[M+H]+/[M+H]-
	464.095476
	C21H20O12
	isoquercetin
	9

	20
	7.33
	372
	[M+H]+/[M+H]-
	372.120903
	C20H20O7
	3,5,7,4′-tetrahydroxy-6-(3-hydroxy-3-methylbutyl)flavone
	6
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Supplementary Table 2: Identification of bioactive compounds in leaf extract of S. cumini by a number of analytical techniques
	Extraction method
	Compounds detected
	References

	HPLC
	Phenolic compounds
	11

	LC–MS and NMR
	3-O- (4”-Oacetyl)-alpha-L-rhamnopyranosides of mearnsetin (myricetin 4’-methyl ether) and myricetin 3-O- (4”-Oacetyl-2”-O-galloyl)–alpha-L-rhamnopyranoside 
	12

	Analytical method
	quercetin, myricetin, myricitrin, myricetin 3-O-(4”-acetyl)-α-L-rhamnopyranosides 
	8

	GC-MS analysis
	Fumaric acid, 4-heptyl tridecyl ester; Benzo[h]quinoline, 2,4-dimethyl-; 1,2-Benzisothiazol-3-amine tbdms; Benzo[h]quinoline, 2,4-dimethyl-; 1,4-Bis(trimethylsilyl)benzene
	13

	LC-MS analysis
	caffeic acid, 3-(3-hydroxy phenyl) propionic acid, xanthoxylin, ferulic acid, quinic acid, diferulic acid, methyl gallate, and gallic acid; astragalin, cianidanol, butin, kaempferide, 4′-hydroxyflavan, taxifolin, isoquercetin, and 3,5,7,4′-tetrahydroxy-6-(3-hydroxy-3-methylbutyl) flavone; cedrol; 6-O-feruloyl-D-glucose; palmitic acid and punicic acid
	10

	Analytical method
	betulinic acid, crategolic acid, n-dotricontanol, n-hentriacontane, n-hepatcosane, mycaminose, myricetin, myricitrin, myricetin 3-O-(4″-acetyl)-
α-L-rhamnopyranosides, n-nonacosane, quercetin, β-sitosterol,
noctacosanol, n-triacontanol, triterpenoids, tannins, eicosane,
octacosane and octadecane.
	9

	HPLC-MS/MS
	hexahydroxydiphenoyl-glucose (HHDP-glucose); pedunculagin I; di-HHDP-galloyl-glucose (casuarinin); (epi) gallocatechin-(epi)gallocatechin-O-gallate; myricetin-derived compounds; myricetin deoxyhexoside; isomers of acylated myricetin deoxyhexoside; acylated methylmyricetin deoxyhexoside
	14





Supplementary Table 3: Biological properties of all the identified compounds from JLE.
	No. 
	Compound name 
	Biological properties
	References

	1. 
	2-Penten-1-ol, (Z)-
	Used as a fragrance ingredient including all human health endpoints.
Used in cosmetics, fine fragrances, shampoos, toilet soaps and other toiletries as well as in non-cosmetic products such as household cleaners and detergents.
	15

	2. 
	Furan, 2-ethyl-
	It has a role as a plant metabolite, a fragrance
	16

	3. 
	Hexanal
	Antimicrobial, ethylene release-slowing, and phospholipase D (PLD)-inhibiting properties
	17-19

	4. 
	(1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene; Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (R)- ; . α.-Pinene; Tricyclo[2.2.1.02,6]heptane, 1,7,7-trimethyl- ; 2-Pinene ; BICYCLO[3.1.1]HEPT-2-ENE, 2,6,6-TRIMETHYL- ; 
	Antioxidant activities
	20

	5. 
	2(10)-Pinene; Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, (1S)-
	antibiotic resistance modulation, anticoagulant, antitumor, antimicrobial, antimalarial, antioxidant, anti-inflammatory, anti-Leishmania, and analgesic effects, cytogenetic, gastroprotective, anxiolytic, cytoprotective, anticonvulsant, insecticidal and neuroprotective effects
	21-24

	6. 
	alfa-Copaene; Copaene
	cytotoxic, genotoxic/antigenotoxic and antioxidant/oxidant activity
	25

	7. 
	(+)-epi-Bicyclosesquiphellandrene; cis-Muurola-4(15),5-diene
	Component of essential oils with medicinal properties
	26,27

	8. 
	(+)-epi-Bicyclosesquiphellandrene
	Component of essential oils with medicinal properties
	26,27

	9. 
	Naphthalene, 1,2,3,4,4a,7-hexahydro-1,6-dimethyl-4-(1-methylethyl)- ; CADINA-1,4-DIENE
	Toxicity effect against insect pest. Component of essential oil of plants
	28

	10. 
	.alpha.-Muurolene
	Component of essential oil. Anti-inflammatory, antioxidant, and antimicrobial
	29-33

	11. 
	Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-methyl-4-methylene-1-(1-methylethyl)-, (1.alpha.,4a.beta.,8a.alpha.)- ; Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-
	Toxicity effect against insect pest. Component of essential oil of plants
	28

	12. 
	.delta.-Cadinene
	Anticancer, anti-microbial, anti-fungal, antioxidant and anti-inflammatory
	34-37

	13. 
	Cubenene
	Component of essential oil of plants.
	38,39

	14. 
	Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-, [1S-(1.alpha.,4a.beta.,8a.alpha.)]- ; .alpha.-cadinene
	Antioxidant, larvicidal activity, component of essential oil.
	40-43

	15. 
	1,H-Dimethyl-7(1-hydroxy-1-methylethyl)[3,3a,4,5,6,7]hexahydro azulene; alpha-Guajene
	Component of essential oil with anti-inflammatory, antinociceptive, antipyretic, and antioxidant effects.
	44,45

	16. 
	1-ISOPROPYL-7-METHYL-4-METHYLENE-1,2,3,4,4A,5,6,8A-OCTAHYDRONAPHTHALENE; .gamma.-Muurolene; 
	Component of essential oil with antimicrobial, antioxidant and anti-inflammatory activities
	46-48

	17. 
	6.alpha.-Cadina-4,9-diene, (-)-;.gamma.-Muurolene
	Component of essential oil with antimicrobial, antioxidant, antinociceptive and anti-inflammatory activities
	48-50

	18. 
	1,1,7-TRIMETHYL-4-METHYLENEDECAHYDRO-1H-CYCLOPROPA[E]AZULENE
	anti-inflammatory with peptic ulcers, antineoplastic with leukemia, antidiabetes, antiretroviral with HIV-1, antimicrobial, including antimicrobial photodynamic therapy, and antifungal
	51-53
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