Supp. Table 1: Structure and inhibitory concentrations of training and test data set compounds.

	Compound
	Structure
	IC50 (nM)

	Compound
	Structure
	IC50 (nM) 

	10a
	


	2510
	10b*
	

	2170

	10c
	

	520
	10g*
	

	2250

	10d
	

	550
	10k*
	

	1030

	10e
	

	1350
	11*
	

	1.64

	10f
	

	984
	12c*
	

	290

	10h
	

	1020
	12f*
	

	10630

	10i
	

	700
	4c*
	

	7.8

	10j
	

	2280
	4d*
	

	9

	10l
	

	2540
	5a-24*
	

	2.97

	12a
	

	470
	5a*
	

	1.4

	12b
	

	650
	5b*
	

	5.2

	12d
	

	2960
	6*
	

	5.1

	12e
	

	570
	9b*
	

	4.58

	11a 
	

	2.88
	DHA*
	

	2.20

	11b 
	

	8.89
	Artemether*
	

	4.55


	12
	

	4.24
	7b
	

	16
	1.204

	4a
	

	4.2
	7c
	

	9.4
	0.973

	4b
	

	6.6
	7d
	

	9.1
	0.959

	5c
	

	8.6
	8a 
	

	3.86
	0.587

	5d
	

	10
	8b 
	

	4.58
	0.661

	6a 
	

	3.18
	9a 
	

	5.7
	0.756

	7
	

	3.51
	Artemisinin
	

	3.60

	0.556

	7a -26
	

	4.62
	7a
	

	4.6

	7b -27
	

	5.29
	
	
	


*Test set compounds


























1

image2.emf
O

O

CH

3

C H

3

O

O

O

N

NH

S

NH

H

F

CH

3

H


image47.wmf
O

O

O

O

O

H

H

H

CF

3




image3.emf
O

O

CH

3

C H

3

O

O

O

N

NH

S

NH

H

O

CH

3

CH

3

H



image4.emf
O

O

CH

3

C H

3

O

O

O

N

NH

O

NH

H

F

CH

3

H



image5.emf
O

O

CH

3

C H

3

O

O

O

N

NH

S

NH

H

C H

3

CH

3

CH

3

H



image6.emf
O

O

CH

3

C H

3

O

O

O

N

NH

O

NH

H

CH

3

CH

3

CH

3

H



image7.emf
O

O

CH

3

C H

3

O

O

O

N

NH

S

NH

H

CH

3

CH

3

CH

3

H



image8.wmf
O

O

H

O

O

H

O

F

3

C



image9.emf
O

O

CH

3

C H

3

O

O

O

N

NH

S

NH

H

Cl

C H

3

CH

3

H



image10.emf
N

NH

O

NH

O

O

O

O

CH

3

C H

3

O

O

H

O

CH

3

CH

3

H



image11.emf
O

O

CH

3

C H

3

O

O

O

N

NH

O

NH

H

F

CH

3

H



image12.emf
N

NH

O

NH

O

O

O

O

CH

3

C H

3

O

O

H

Cl

C H

3

CH

3

H



image13.emf
O

O

CH

3

C H

3

O

O

O

N

NH

O

NH

H

O

CH

3

CH

3



image14.wmf
O

O

O

O

H

H

OCH

3

OCH

3

H

3

CO



image15.emf
O

O

CH

3

C H

3

O

O

O

N

NH

O

NH

H

C H

3

CH

3

CH

3

H



image16.wmf
O

O

O

O

H

H

O

O



image17.emf
O

O

CH

3

C H

3

O

O

O

N

NH

O

NH

H

Cl

C H

3

CH

3

H



image18.wmf
O

O

O

O

O

H

H

H



image19.emf
N

NH

O

NH

O

O

O

O

CH

3

C H

3

O

O

H

F

CH

3

H



image20.wmf
O

O

O

O

H

H

O



image21.emf
N

NH

O

NH

O

O

O

O

CH

3

C H

3

O

O

H

F

CH

3

H



image22.wmf
O

O

O

O

H

H

O



image23.emf
N

NH

O

NH

O

O

O

O

CH

3

C H

3

O

O

H

C H

3

CH

3

CH

3

H



image24.wmf
O

O

O

O

H

H

S



image25.emf
N

NH

O

NH

O

O

O

O

CH

3

C H

3

O

O

H

CH

3

CH

3

CH

3

H



image26.wmf
O

O

O

O

O

H

H

H

F



image27.wmf
O

O

O

O

O

H

H

H



image28.emf
O

O

CH

3

CH

3

C H

3

O H

O

O



image29.wmf
O

O

O

O

O

H

H

H



image30.emf
O

O

CH

3

CH

3

C H

3

O

O

O

CH

3



image31.wmf
O

O

H

O

O

H

O

CF

3



image32.wmf
N

O

O

H

H

O

O



image33.wmf
O

O

O

O

H

H

H

3

CO

OCH

3



image34.wmf
N

O

O

H

H

O

O

O



image35.wmf
O

O

O

O

H

H

O

O



image36.wmf
N

O

O

H

H

O

O

O

O



image1.emf
O

O

CH

3

C H

3

O

O

O

N

NH

S

NH

H

F

CH

3

H


image37.wmf
O

O

O

O

H

H

O



image38.wmf
O

O

O

O

O

H

H

H

OCH

3



image39.wmf
O

O

O

O

H

H

O



image40.wmf
O

O

O

O

O

H

H

H

OCH

3



image41.wmf
O

O

O

O

O

H

H

H




image42.wmf
O

O

O

O

O

H

H

H

F



image43.wmf
O

O

H

O

O

O

H

H



image44.wmf
O

O

O

O

O

CH

3

CH

3

CH

3



image45.wmf
O

O

O

O

O

H

H

H

CF

3



image46.wmf
O

O

H

H

O

O

N



