Table S5 – Seven included potential compounds in the ligand library dataset despite non-compliance with Lipinski's Rule
	No.
	Natural compound name
	NPASS ID
	Botanical source
	PubChem CID
	References

	C04
	Plantagineoside A
	NPC116229
	Tacca plantaginea
	71453290

	10.1016/j.bmcl.2012.08.099


	C20
	Digoxin
	NPC173555
	Digitalis purpurea
	2724385

	10.1046/j.1365-2796.1999.00587.x


	C80
	Digitoxin
	NPC72260
	Digitalis purpurea
	441207
	10.4045/tidsskr.12.0266

	C320
	Taiwaniaflavone
	NPC291746
	Selaginella tamariscina
	44456685

	10.1021/np5005856


	C353
	Selaginellin
	NPC35341
	Selaginella tamariscina
	16664188
	10.1021/np5005856

	C354
	Selaginellin M
	NPC35630
	Selaginella tamariscina
	71575995
	10.1021/np5005856

	C459
	Acarbose
	NPC314306
	Hintonia latiflora
	444254
	10.1021/NP300869G




