	
[bookmark: _GoBack]TABLE S15. PAINS alerts found only in Dark Chemical Matter (DCM).  Twelve alerts were found only in DCM. Eleven of these alerts were found in less than 10 compounds. One alert was present in exactly 10 compounds.  


	PAINS Alert 
	Substructure
	NPubChem 
	NDCM
	Luciferase
	β-lactamase
	Fluorescence
	All Assays

	hzone_phenol_B(215)
	[image: ]
	N/A
	10
	N/A
	N/A
	N/A
	N/A

	anthranil_acid_F(2)
	[image: ]
	N/A
	3
	N/A
	N/A
	N/A
	N/A

	furan_acid_A(4)
	[image: ]
	N/A
	3
	N/A
	N/A
	N/A
	N/A

	anthranil_acid_A(19)
	[image: ]
	N/A
	2
	N/A
	N/A
	N/A
	N/A

	hzone_phenol_A(479)
	[image: ]
	N/A
	2
	N/A
	N/A
	N/A
	N/A

	misc_aminoacid_A(1)
	[image: ]
	N/A
	2
	N/A
	N/A
	N/A
	N/A

	anil_OC_alk_F(1)
	[image: ]
	N/A
	1
	N/A
	N/A
	N/A
	N/A

	anil_di_alk_ene_B(4)
	[image: ]
	N/A
	1
	N/A
	N/A
	N/A
	N/A

	anthranil_acid_B(3)
	[image: ]
	N/A
	1
	N/A
	N/A
	N/A
	N/A

	ene_rhod_G(7)
	[image: ]
	N/A
	1
	N/A
	N/A
	N/A
	N/A

	hzone_phenone(7)
	[image: ]
	N/A
	1
	N/A
	N/A
	N/A
	N/A

	thio_urea_C(9)
	[image: ]
	N/A
	1
	N/A
	N/A
	N/A
	N/A
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