
	“Good” fragment
	# Predicted active
	# True active
	“Bad” fragment
	# Predicted active
	# True active

	
	Bayesian
	SVM
	
	
	Bayesian
	SVM
	

	

	70/70
	

	0/147
	0/147
	0/147

	

	56/56
	

	6/146
	1/146
	6/146

	

	47/47
	

	1/126
	0/126
	3/126

	

	56/57
	53/57
	53/57
	

	1/117
	0/117
	3/117


Table 1. “Good” and “bad” fragments for antiplasmodium activity, identified by the Bayesian and SVM classification models. 
















	Compound code
	Structure
	NP-40 βH IC50 (µM)
	Pf NF54 IC50 (µM)
	Pf Dd2 
IC50 (µM)
	RI

	O3
	

	8
	0.154
	0.244
	1.6

	O5
	

	129
	-
	-
	-

	O8
	

	129
	3.545
	3.320
	0.9

	B1
	

	37
	1.610
	0.971
	0.6

	B2
	

	24
	2.171
	3.010
	1.4

	S1
	

	30
	0.158
	0.545
	3.4

	S3
	

	40
	inactive
	-
	-

	S4
	

	82
	2.08
	1.78
	0.9

	S5
	

	16
	6.14
	5.80
	0.9

	chloroquine
	
	25
	0.014
	0.376
	26.7


Table 2. Experimentally active βH inhibitors purchased from ChemDiv, prioritised by molecular docking and machine learning models.
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