LC–HRMS-Guided Network Pharmacology Reveals PARP1-Targeting Phytochemicals from Zanthoxylum acanthopodium with Anti-Melanoma Activity
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Supplementary Figure

[image: ]
Figure S1. Total ion chromatogram of the ZA ethanolic extract obtained by LC–HRMS.

Table S1.  Predicted physicochemical and pharmacokinetic properties of prioritized metabolites (M1–M12) identified from the ZA ethanolic extract.
	No
	Name
	H-bond acceptors
	H-bond donors
	Log P
	GI absorption
	BBB permeant
	Pgp substrate
	CYP1A2 inhibitor
	CYP2C19 inhibitor
	CYP2C9 inhibitor
	CYP2D6 inhibitor
	CYP3A4 inhibitor
	log Kp (cm/s)
	Bioavailability Score

	M1
	Kinsenoside
	8
	4
	0.58
	Low
	No
	Yes
	No
	No
	No
	No
	No
	-9.89
	0.55

	M2
	Taxa-4(20)_11(12)-dien-5alpha-ol
	1
	1
	3.35
	High
	Yes
	No
	No
	Yes
	Yes
	No
	No
	-4.9
	0.55

	M3
	1_2-Bis(3_4-dimethoxyphenyl)propane-1_3-diol
	6
	2
	3.19
	High
	No
	Yes
	No
	No
	No
	Yes
	Yes
	-6.99
	0.55

	M4
	Laurixamine
	2
	1
	4.2
	High
	Yes
	No
	Yes
	No
	No
	Yes
	No
	-4.18
	0.55

	M5
	(−)-α-Cedrene
	0
	0
	3.2
	Low
	No
	No
	No
	Yes
	Yes
	No
	No
	-4.27
	0.55

	M6
	Certonardosterol J
	4
	4
	3.94
	High
	No
	Yes
	No
	No
	No
	No
	No
	-5.18
	0.55

	M7
	Beta-sanshool
	1
	1
	3.68
	High
	Yes
	No
	No
	No
	Yes
	No
	No
	-4.82
	0.55

	M8
	Capsi-amide
	1
	1
	4.31
	High
	Yes
	No
	Yes
	No
	No
	No
	No
	-3.36
	0.55

	M9
	Excavatolide M
	10
	3
	3.09
	Low
	No
	Yes
	No
	No
	No
	No
	No
	-9.11
	0.55

	M10
	Conicasterol B
	1
	1
	4.97
	Low
	No
	No
	No
	No
	Yes
	No
	No
	-3.8
	0.55

	M11
	9-hydroxy-2,10,10-trimethyltricyclo[6.3.0.0Âa,â�µ]undec-6-ene-6-carboxylic acid
	3
	2
	2.22
	High
	Yes
	No
	No
	No
	No
	No
	No
	-5.92
	0.55

	M12
	3_4'_5-Trihydroxystilbene
	3
	3
	1.71
	High
	Yes
	No
	Yes
	No
	Yes
	No
	Yes
	-5.47
	0.55
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