Online resource 2: Distribution of compounds across clusters
	Number of compounds/cluster
	Number of Clusters
	%

	
	
	
	

	
	
	
	

	1
	215
	75.4
	

	2
	42
	14.7
	

	3
	21
	7.4
	

	4
	2
	0.7
	

	5
	2
	0.7
	

	6
	1
	0.4
	

	7
	1
	0.4
	

	8
	1
	0.4
	

	 
	285
	 
	





Table A3: Final selection of compounds, positivity rate and cytotoxicity records in PubChem Bioassays
	Compd.
	CID
	Vedor ID
	Supplier name
	Amount (mg)
	Guaranteed purity (%)
	Measured purity (%)
	Reported assays*
	Positive outcome
	Positivity (%)
	Cytotoxicity tests
	Positive outcome
	%

	
	
	
	
	
	
	
	
	
	
	
	
	

	1
	417352
	MCULE-7016129622
	Asinex
	7.3
	90
	
	783
	5
	0.6
	8
	0
	0.0

	2
	706914
	MCULE-3572497728
	ChemDiv, Inc.
	10.1
	90
	
	777
	14
	1.8
	5
	0
	0.0

	3
	314212
	MCULE-4968705855
	Key Organics
	20.03
	90
	
	736
	13
	1.8
	9
	0
	0.0

	4
	15945681
	S-866852164
	Key Organics
	20.19
	90
	
	720
	10
	1.4
	5
	0
	0.0

	5
	662265
	MCULE-5064189776
	Pharmeks LLC
	20.4
	92
	
	879
	40
	4.6
	14
	0
	0.0

	6
	4362222
	MCULE-8014360482
	Compound Handling B.V.
	20.7
	90
	95
	715
	7
	0.98
	5
	0
	0.0

	7
	3103717
	MCULE-3271853615
	Compound Handling B.V.
	20
	90
	90
	705
	7
	0.99
	8
	0
	0.0



* Updated 5/10/2023


