Supplementary Table 1.TUL-XXI039 Molecular Docking Results
	System Name (TUL-XXI039 + Target)
	CurPocket ID
	Vina score
	Cavity volume (Å³)
	Center (x, y, z)
	Docking size (x, y, z)

	TUL-XXI039 + CBS
	C2
	-10.8
	3469
	54, 57, 29
	28, 33, 22

	TUL-XXI039 + TLR8
	C1
	-9.3
	3417
	-12, 6, -22
	22, 22, 22

	TUL-XXI039 + NQO1
	C1
	-8.5
	5028
	-20, 21, -25
	34, 35, 22


Supplementary Table 2.CMap Analysis Results
	Rank
	Score
	Type
	ID
	Name
	Description
	Target
	MOA

	15
	97.09 cp
	BRD-K22828899
	TUL-XXI039
	Serine/threonine kinase inhibitor
	Serine/threonine kinase inhibitor
	-
	Serine/threonine kinase inhibitor

	19
	96.44 cp
	BRD-K92413528
	thiazolidinecarboxylic-acid
	Reducing agent
	Reducing agent
	-
	Reducing agent

	22
	95.95 cp
	BRD-K61480498
	epoxycholesterol
	LXR agonist
	NR1H2, NR1H3
	LXR agonist
	LXR agonist

	23
	95.41 cp
	BRD-K19220233
	JNK-9L
	JNK inhibitor
	MAPK8
	JNK inhibitor
	JNK inhibitor

	29
	94.57 cp
	BRD-K30677119
	PP-30
	RAF inhibitor
	RAF1
	RAF inhibitor
	RAF inhibitor

	30
	94.44 cp
	BRD-A75455249
	kavain
	Calcium channel modulator
	MTOR
	Calcium channel modulator
	Calcium channel modulator, Sodium channel blocker

	32
	94.36 cp
	BRD-K99545815
	PF-562271
	Focal adhesion kinase inhibitor
	PTK2, PTK2B
	Focal adhesion kinase inhibitor
	Focal adhesion kinase inhibitor

	36
	93.33 cp
	BRD-K11373525
	ZD-7155
	Angiotensin receptor antagonist
	AGTR1
	Angiotensin receptor antagonist
	Angiotensin receptor antagonist

	43
	92.17 cp
	BRD-A26002865
	verrucarin-a
	Protein synthesis inhibitor
	-
	Protein synthesis inhibitor
	Protein synthesis inhibitor

	50
	90.65 cp
	BRD-K15601958
	SEW-2871
	Lysophospholipid receptor agonist
	S1PR1
	Lysophospholipid receptor agonist
	Lysophospholipid receptor agonist


