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Table-1S: Molecular weight (MW), number of hydrogen bond donors (HBD), number of hydrogen bond acceptors (HBA), rotatable bonds (RB), LogP value, and Lipinski’s violation of compounds identified in Houttuynia cordata.
	[bookmark: _Hlk109996600]Compounds
	MW (g/mol)
	HBD
	HBA
	RB
	LogP
	Lipinski’s violation

	Alpha-pinene
	136.23
	0
	0
	0
	4.29
	LogP>4.15

	Alpha-thujene
	136.23
	0
	0
	0
	4.29
	LogP >4.15

	3-carene
	136.23
	0
	0
	1
	4.29
	LogP >4.15

	D-Limonene
	136.23
	0
	0
	1
	3.27
	-

	Sylvestrene
	136.23
	0
	0
	1
	3.27
	-

	Bis(2-ethylhexyl)ester hexanedioic acid
	370.57
	0
	4
	19
	4.55
	LogP >4.15

	Isopulegol
	154.25
	1
	1
	1
	2.30
	-

	2,5-cyclohexadiene-1,4-diol
	112.13
	2
	2
	0
	-0.04
	-

	4-methyl-cyclohexanone
	112.17
	0
	1
	0
	1.35
	-

	2-methyl-cyclohexanone
	112.17
	0
	1
	0
	1.35
	-

	Cycloheptanone
	112.17
	0
	1
	0
	1.35
	-

	2-methyl-n-(2-methylbutylidene)-1-butanamine
	155.28
	0
	1
	5
	2.70
	-

	Quercetin
	302.24
	5
	7
	1
	-0.56
	-

	Kaempferol
	286.24
	4
	6
	1
	-0.03
	-

	Rutin
	610.52
	10
	16
	6
	-3.86
	MW>500; HBD>5; HBA>10

	Apigenin
	270.24
	3
	5
	1
	0.52
	-

	Afzelin
	432.38
	6
	10
	3
	-1.34
	HBD>5

	Chlorogenic acid
	354.31
	6
	9
	5
	-1.05
	HBD>5

	Hyperin
	464.38
	8
	12
	4
	-2.59
	HBD>5; HBA>10

	Protocatechuic acid
	154.12
	3
	4
	1
	0.40
	HBD>5

	Phloridzin
	436.41
	7
	10
	7
	-1.42
	-

	Quinic acid
	192.17
	5
	6
	1
	-2.14
	-

	Quercitrin
	448.38
	7
	11
	3
	-1.84
	HBD>5; HBA>10

	Caffeic acid
	180.16
	3
	4
	2
	0.70
	-

	Avicularin
	434.35
	7
	11
	4
	-2.06
	HBD>5; HBA>10

	Vanillic acid
	168.15
	2
	4
	2
	0.71
	-

	Isorhamnetin
	316.26
	4
	7
	2
	-0.31
	-

	Chlorogenic acid methyl ester
	368.34
	5
	9
	6
	-0.81
	-

	Cryptochlorogenic acid
	354.31
	6
	9
	5
	-1.05
	HBD>5

	Methyl- cis-ferulate
	208.21
	1
	4
	4
	1.30
	-

	Isoquercitrin
	464.38
	8
	12
	4
	-2.59
	HBD>5; HBA>10

	Neochlorogenic acid
	354.31
	6
	9
	5
	-1.05
	HBD>5

	Procyanidin B
	578.52
	10
	12
	3
	-0.26
	MW> 500; HBD>5; HBA>10

	Vanillin
	152.15
	1
	3
	2
	0.51
	-

	Catechin
	290.27
	5
	6
	1
	0.24
	-




