Table S2. Results of retrospective screening; averaged over all targets.
	
	
	
	no scaling
	block scaling
	scaling to one

	database
	metric
	cluster radius [Å]
	ROC-AUC
	(σ)
	BEDROC
	(σ)
	ROC-AUC
	(σ)
	BEDROC
	(σ)
	ROC-AUC
	(σ)
	BEDROC
	(σ)

	COBRA
	E
	1.5
	0.60
	(0.13)
	0.09
	(0.05)
	0.55
	(0.11)
	0.05
	(0.03)
	0.59
	(0.19)
	0.11
	(0.09)

	
	
	2
	0.61
	(0.11)
	0.11
	(0.08)
	0.58
	(0.11)
	0.08
	(0.08)
	0.60
	(0.19)
	0.14
	(0.13)

	
	
	4
	0.58
	(0.12)
	0.10
	(0.07)
	0.59
	(0.09)
	0.08
	(0.09)
	0.57
	(0.19)
	0.13
	(0.13)

	
	M
	1.5
	0.60
	(0.14)
	0.08
	(0.06)
	0.57
	(0.13)
	0.06
	(0.06)
	0.58
	(0.21)
	0.10
	(0.09)

	
	
	2
	0.62
	(0.14)
	0.12
	(0.10)
	0.63
	(0.11)
	0.11
	(0.11)
	0.59
	(0.18)
	0.13
	(0.13)

	
	
	4
	0.58
	(0.18)
	0.10
	(0.11)
	0.62
	(0.14)
	0.10
	(0.12)
	0.55
	(0.21)
	0.12
	(0.15)

	
	C
	1.5
	0.59
	(0.14)
	0.10
	(0.08)
	0.52
	(0.10)
	0.04
	(0.02)
	0.59
	(0.14)
	0.10
	(0.08)

	
	
	2
	0.62
	(0.14)
	0.14
	(0.12)
	0.57
	(0.12)
	0.07
	(0.08)
	0.62
	(0.14)
	0.14
	(0.12)

	
	
	4
	0.61
	(0.14)
	0.13
	(0.10)
	0.57
	(0.14)
	0.08
	(0.09)
	0.61
	(0.14)
	0.13
	(0.11)

	MUV
	E
	1.5
	0.61
	(0.08)
	0.11
	(0.07)
	0.49
	(0.11)
	0.04
	(0.03)
	0.53
	(0.09)
	0.08
	(0.06)

	
	
	2
	0.56
	(0.09)
	0.11
	(0.09)
	0.51
	(0.13)
	0.07
	(0.07)
	0.52
	(0.12)
	0.07
	(0.06)

	
	
	4
	0.59
	(0.10)
	0.11
	(0.09)
	0.55
	(0.10)
	0.07
	(0.07)
	0.53
	(0.12)
	0.08
	(0.06)

	
	M
	1.5
	0.61
	(0.07)
	0.09
	(0.03)
	0.49
	(0.11)
	0.05
	(0.03)
	0.55
	(0.09)
	0.07
	(0.04)

	
	
	2
	0.54
	(0.08)
	0.10
	(0.09)
	0.52
	(0.12)
	0.06
	(0.03)
	0.51
	(0.09)
	0.06
	(0.04)

	
	
	4
	0.60
	(0.11)
	0.10
	(0.10)
	0.55
	(0.13)
	0.08
	(0.07)
	0.53
	(0.11)
	0.07
	(0.05)

	
	C
	1.5
	0.53
	(0.08)
	0.06
	(0.04)
	0.50
	(0.07)
	0.04
	(0.02)
	0.53
	(0.07)
	0.06
	(0.04)

	
	
	2
	0.53
	(0.08)
	0.06
	(0.04)
	0.51
	(0.09)
	0.05
	(0.04)
	0.53
	(0.08)
	0.06
	(0.04)

	
	
	4
	0.54
	(0.09)
	0.07
	(0.05)
	0.52
	(0.08)
	0.07
	(0.05)
	0.54
	(0.09)
	0.07
	(0.04)

	UGI
	E
	1.5
	0.61
	(0.05)
	0.25
	(0.23)
	0.52
	(0.03)
	0.18
	(0.11)
	0.61
	(0.08)
	0.30
	(0.25)

	
	
	2
	0.61
	(0.06)
	0.25
	(0.23)
	0.52
	(0.02)
	0.18
	(0.14)
	0.61
	(0.08)
	0.29
	(0.24)

	
	
	4
	0.58
	(0.08)
	0.24
	(0.23)
	0.56
	(0.02)
	0.16
	(0.12)
	0.59
	(0.11)
	0.27
	(0.22)

	
	M
	1.5
	0.62
	(0.03)
	0.26
	(0.22)
	0.57
	(0.04)
	0.22
	(0.15)
	0.61
	(0.05)
	0.29
	(0.25)

	
	
	2
	0.61
	(0.04)
	0.25
	(0.24)
	0.56
	(0.05)
	0.19
	(0.16)
	0.61
	(0.06)
	0.29
	(0.26)

	
	
	4
	0.56
	(0.08)
	0.21
	(0.21)
	0.56
	(0.05)
	0.15
	(0.12)
	0.56
	(0.09)
	0.25
	(0.23)

	
	C
	1.5
	0.61
	(0.10)
	0.26
	(0.22)
	0.51
	(0.04)
	0.17
	(0.10)
	0.61
	(0.10)
	0.26
	(0.22)

	
	
	2
	0.64
	(0.09)
	0.26
	(0.21)
	0.54
	(0.03)
	0.17
	(0.13)
	0.64
	(0.09)
	0.26
	(0.21)

	
	
	4
	0.62
	(0.09)
	0.24
	(0.20)
	0.56
	(0.03)
	0.16
	(0.14)
	0.62
	(0.09)
	0.24
	(0.20)










