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Supplementary tables
Table S1. Selected inhibitors to generate the shape-based models
	Kinase
	Template Structure
	Template Shape

	CDPK1
	[image: ]

IC50 = 0.007 µM 
SID 307078537
Template I*
	[image: ]

	CDPK1
	[image: ]
IC50 = 0.015 µM
SID 307073749
Template II
	[image: ]

	CDPK1
	[image: ]
IC50 = 0.094 µM
SID 307076176
Template III
	[image: ]

	CDPK4
	[image: ]
IC50 = 0.021µM
SID   307068815 
Template IV*

	[image: ]

	CDPK4
	[image: ]
IC50 = 0.021µM
SID   307068815 
Template V
	[image: ]

	CDPK4
	[image: ]
IC50 = 0.021µM
SID   307068815 
Template VI 
	[image: ]

	PK6
	[image: ]
IC50 = 0.042µM
SID 307071719
Template VII*
	[image: ]

	PK6
	[image: ]
IC50 = 0.042µM
SID 307071719
Template VIII 
	[image: ]

	PK6
	[image: ]
IC50 = 0.042µM
SID 307071719
Template XI
	[image: ]


*Selected template.

Table S2. Summarized statistical characteristics of phenotypic ML models after Y-Randomization test. 
	Model
	CCR
	SE
	SP
	PPV
	NPV
	Coverage

	P. falciparum 3D7 strain

	Avalon
	0.51
	0.50
	0.51
	0.50
	0.52
	1

	MACCS
	0.49
	0.50
	0.48
	0.49
	0.49
	1

	Morgan
	0.49
	0.46
	0.52
	0.49
	0.48
	1

	FeatMorgan
	0.50
	0.50
	0.50
	0.50
	0.51
	1

	AtomPair
	0.51
	0.50
	0.53
	0.51
	0.51
	1

	P. falciparum W2 strain

	Avalon
	0.51
	0.50
	0.51
	0.51
	0.51
	1

	MACCS
	0.49
	0.51
	0.47
	0.49
	0.49
	1

	Morgan
	0.50
	0.47
	0.54
	0.51
	0.50
	1

	FeatMorgan
	0.49
	0.49
	0.48
	0.48
	0.49
	1

	AtomPair
	0.51
	0.46
	0.55
	0.51
	0.50
	1


CCR: Correct Classification Rate; SE: Sensitivity; SP: Specificity; PPV: Positive Predictive Value; NPV: Negative Predictive Value; AD: Applicability Domain
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Table S3.  Docking coordinates and validation metrics of homology modeling obtained using MolProbity webserver.
	Kinase
	Template
	Docking Coordinates
	Validation Metrics -  MolProbity

	
	
	
	Clash Score
	Poor rotamers
	Favored rotamers
	Ramachandran outliers
	Ramachandran favored
	MolProbity Score

	CDPK1
	3T3U
	19.24Å x 16.06Å x 63.58Å
	7.1
	0.00%
	99.30%
	0.21%
	98.30%
	1.39

	CDPK4
	-
	31.10Å x -12.94Å x -0.14Å
	-
	-
	-
	-
	-
	-

	PK6
	3EZV
	0.70Å x 28.60Å x 9.53Å
	6.77
	1.47%
	96.70%
	0.34%
	97.25%
	1.64


*For CDPK4 had used 4QOX crystal structure
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