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Supplementary Tables 
SupplementaryTable S1:  Table depicting binding energies of all 400 Pathogen Box compounds against PfUCHL3 (2WE6) and HsUCHL3 (1XD3). Top 100 compounds with comparative score greater than -3kcal/mol (cells colored in blue) were taken for further assessment.
	S.No.
	Compound
	△G (kcal/mol) against PfUCHL3
(PDB ID:2WE6)
	△G (kcal/mol) against HsUCHL3
(PDB ID:1XD3)
	Comparative △G (kcal/mol)


	1. 
	MMV688508
	-3.57
	5.86
	-9.43

	2. 
	MMV687700
	-7.37
	1.83
	-9.2

	3. 
	MMV022029
	-7.24
	1.75
	-8.99

	4. 
	MMV688362
	-4.85
	3.92
	-8.77

	5. 
	MMV688990
	-3.83
	4.55
	-8.38

	6. 
	MMV688509
	-7.2
	1.05
	-8.25

	7. 
	MMV024937
	-5.91
	2.31
	-8.22

	8. 
	MMV020512
	-4.41
	3.6
	-8.01

	9. 
	MMV676380
	-6.15
	1.79
	-7.94

	10. 
	MMV687798
	-5.95
	1.92
	-7.87

	11. 
	MMV085499
	-5.21
	2.54
	-7.75

	12. 
	MMV688552
	-5.4
	2.1
	-7.5

	13. 
	MMV676603
	-7.23
	0.18
	-7.41

	14. 
	MMV688762
	-4.72
	2.5
	-7.22

	15. 
	MMV688180
	-5.46
	1.7
	-7.16

	16. 
	MMV688407
	-5.33
	1.83
	-7.16

	17. 
	MMV687813
	-3.96
	2.97
	-6.93

	18. 
	MMV688271
	-4.04
	2.85
	-6.89

	19. 
	MMV688474
	-5.17
	1.68
	-6.85

	20. 
	MMV001493
	-4.7
	2.15
	-6.85

	21. 
	MMV689029
	-4.75
	1.98
	-6.73

	22. 
	MMV023949
	-0.17
	6.54
	-6.71

	23. 
	MMV020591
	-5.76
	0.87
	-6.63

	24. 
	MMV007638
	-6.32
	0.18
	-6.5

	25. 
	MMV676597
	-5.31
	1.12
	-6.43

	26. 
	MMV007133
	-5.63
	0.76
	-6.39

	27. 
	MMV688262
	-5.33
	1.01
	-6.34

	28. 
	MMV676539
	-6.94
	-0.67
	-6.27

	29.  
	MMV676602
	-4.39
	1.86
	-6.25

	30. 
	MMV020136
	-5.34
	0.89
	-6.23

	31. 
	MMV676478
	-4.09
	2.08
	-6.17

	32. 
	MMV634140
	-5.99
	0.17
	-6.16

	33. 
	MMV687729
	-4.69
	1.43
	-6.12

	34. 
	MMV687172
	-5.49
	0.61
	-6.1

	35. 
	MMV688472
	-5.58
	0.47
	-6.05

	36. 
	MMV688466
	-4.14
	1.91
	-6.05

	37. 
	MMV688361
	-6.26
	-0.24
	-6.02

	38. 
	MMV024406
	-5.12
	0.78
	-5.9

	39. 
	MMV007471
	-6.2
	-0.42
	-5.78

	40. 
	MMV024114
	-7.76
	-2.02
	-5.74

	41. 
	MMV020982
	-4.29
	1.35
	-5.64

	42. 
	MMV688270
	-2.29
	3.34
	-5.63

	43. 
	MMV022478
	-3.99
	1.59
	-5.58

	44. 
	MMV023860
	-8.57
	-3
	-5.57

	45. 
	MMV688471
	-4.93
	0.61
	-5.54

	46. 
	MMV688178
	-5.72
	-0.2
	-5.52

	47. 
	MMV026490
	-2.82
	2.69
	-5.51

	48. 
	MMV023953
	-6.9
	-1.53
	-5.37

	49. 
	MMV020289
	-6.89
	-1.53
	-5.36

	50. 
	MMV024829
	-4.17
	1.18
	-5.35

	51. 
	MMV1029203
	-5.15
	0.15
	-5.3

	52. 
	MMV658993
	-6.77
	-1.48
	-5.29

	53. 
	MMV407539
	-3.29
	1.95
	-5.24

	54. 
	MMV688844
	-3.52
	1.64
	-5.16

	55. 
	MMV676509
	-5.11
	0.03
	-5.14

	56. 
	MMV688364
	-3.86
	1.28
	-5.14

	57. 
	MMV671636
	-2.6
	2.53
	-5.13

	58. 
	MMV688283
	-3.65
	1.43
	-5.08

	59. 
	MMV030734
	-4.72
	0.33
	-5.05

	60. 
	MMV085071
	-6.97
	-2.06
	-4.91

	61. 
	MMV024397
	-5.11
	-0.35
	-4.76

	62. 
	MMV687239
	-6.45
	-1.76
	-4.69

	63. 
	MMV676476
	-5.59
	-0.91
	-4.68

	64. 
	MMV099637
	-4.02
	0.64
	-4.66

	65. 
	MMV659004
	-5.54
	-0.92
	-4.62

	66. 
	MMV020165
	-4.46
	0.16
	-4.62

	67. 
	MMV688704
	-6.15
	-1.6
	-4.55

	68. 
	MMV688991
	-5.53
	-1.01
	-4.52

	69. 
	MMV688179
	-3.93
	0.57
	-4.5

	70. 
	MMV090930
	-4.89
	-0.4
	-4.49

	71. 
	MMV668727
	-3.8
	0.67
	-4.47

	72. 
	MMV689061
	-4.8
	-0.46
	-4.34

	73. 
	MMV032967
	-4.57
	-0.24
	-4.33

	74. 
	MMV019742
	-4.03
	0.24
	-4.27

	75. 
	MMV688845
	-3.53
	0.61
	-4.14

	76. 
	MMV004168
	-4.17
	-0.05
	-4.12

	77. 
	MMV687246
	-2.43
	1.65
	-4.08

	78. 
	MMV688327
	-3.68
	0.3
	-3.98

	79. 
	MMV675997
	-3.28
	0.69
	-3.97

	80. 
	MMV687189
	-4.88
	-1.05
	-3.83

	81. 
	MMV688550
	-2.33
	1.49
	-3.82

	82. 
	MMV010576
	-6.03
	-2.23
	-3.8

	83. 
	MMV688796
	-5.87
	-2.15
	-3.72

	84. 
	MMV020623
	-2.04
	1.47
	-3.51

	85. 
	MMV008439
	-4.37
	-0.89
	-3.48

	86. 
	MMV019189
	-4.09
	-0.65
	-3.44

	87. 
	MMV689028
	-3.28
	0.14
	-3.42

	88. 
	MMV675998
	-5
	-1.63
	-3.37

	89. 
	MMV687775
	-4.67
	-1.3
	-3.37

	90. 
	MMV1198433
	-3.51
	-0.16
	-3.35

	91. 
	MMV019087
	-4.83
	-1.51
	-3.32

	92. 
	MMV000858
	-7.18
	-3.9
	-3.28

	93. 
	MMV676528
	-6.6
	-3.35
	-3.25

	94. 
	MMV688761
	-5.96
	-2.71
	-3.25

	95. 
	MMV560185
	-4.99
	-1.78
	-3.21

	96. 
	MMV687794
	-4.65
	-1.44
	-3.21

	97. 
	MMV688768
	-4.73
	-1.53
	-3.2

	98. 
	MMV688921
	-4.28
	-1.08
	-3.2

	99. 
	MMV688350
	-1.32
	1.69
	-3.01

	100. 
	MMV676555
	-5.05
	-2.05
	-3

	101. 
	MMV024035
	-1.15
	1.8
	-2.95

	102. 
	MMV019790
	-5.73
	-2.82
	-2.91

	103. 
	MMV676536
	-4.39
	-1.5
	-2.89

	104. 
	MMV676554
	-3.39
	-0.57
	-2.82

	105. 
	MMV687703
	-2.35
	0.46
	-2.81

	106. 
	MMV023233
	-4.8
	-2
	-2.8

	107. 
	MMV688936
	-3.97
	-1.18
	-2.79

	108. 
	MMV006901
	-6.4
	-3.62
	-2.78

	109. 
	MMV688942
	-4.67
	-1.89
	-2.78

	110. 
	MMV687812
	-1.79
	0.97
	-2.76

	111. 
	MMV690102
	-1.58
	1.15
	-2.73

	112. 
	MMV676558
	-6.39
	-3.66
	-2.73

	113. 
	MMV407834
	-1.3
	1.42
	-2.72

	114. 
	MMV007625
	-2.13
	0.54
	-2.67

	115. 
	MMV675968
	-4.82
	-2.2
	-2.62

	116. 
	MMV020291
	-7.54
	-4.94
	-2.6

	117. 
	MMV085210
	-3.68
	-1.1
	-2.58

	118. 
	MMV688854
	-2.52
	0.02
	-2.54

	119. 
	MMV011691
	-0.5
	2.01
	-2.51

	120. 
	MMV676571
	-1.61
	0.86
	-2.47

	121. 
	MMV667494
	-4.66
	-2.3
	-2.36

	122. 
	MMV020320
	-3.85
	-1.5
	-2.35

	123. 
	MMV676260
	-5.84
	-3.53
	-2.31

	124. 
	MMV676064
	-2.54
	-0.26
	-2.28

	125. 
	MMV688766
	-4.36
	-2.09
	-2.27

	126. 
	MMV006741
	-5.41
	-3.15
	-2.26

	127. 
	MMV020537
	-4.06
	-1.8
	-2.26

	128. 
	MMV020670
	-0.99
	1.24
	-2.23

	129. 
	MMV024443
	-4.86
	-2.64
	-2.22

	130. 
	MMV010764
	-4.2
	-2
	-2.2

	131. 
	MMV688547
	-4.82
	-2.66
	-2.16

	132. 
	MMV026020
	-1.54
	0.59
	-2.13

	133. 
	MMV687762
	-6
	-3.89
	-2.11

	134. 
	MMV007920
	-3.65
	-1.55
	-2.1

	135. 
	MMV676480
	-5.08
	-3.04
	-2.04

	136. 
	MMV688703
	-6.05
	-4.05
	-2

	137. 
	MMV028694
	-3.78
	-1.78
	-2

	138. 
	MMV019807
	-5.98
	-4.02
	-1.96

	139. 
	MMV688360
	-5.03
	-3.07
	-1.96

	140. 
	MMV676600
	-0.44
	1.5
	-1.94

	141. 
	MMV020520
	-0.31
	1.61
	-1.92

	142. 
	MMV661713
	-2.99
	-1.1
	-1.89

	143. 
	MMV687800
	1.01
	2.9
	-1.89

	144. 
	MMV000063
	-4.38
	-2.61
	-1.77

	145. 
	MMV021013
	-4.38
	-2.61
	-1.77

	146. 
	MMV392832
	-4.6
	-2.86
	-1.74

	147. 
	MMV687696
	0.05
	1.78
	-1.73

	148. 
	MMV689243
	-4.35
	-2.66
	-1.69

	149. 
	MMV687188
	-4.73
	-3.1
	-1.63

	150. 
	MMV200748
	-6.74
	-5.11
	-1.63

	151. 
	MMV676589
	-4.53
	-2.93
	-1.6

	152. 
	MMV687180
	-3.67
	-2.07
	-1.6

	153. 
	MMV676159
	-3.78
	-2.18
	-1.6

	154. 
	MMV024195
	0.04
	1.63
	-1.59

	155. 
	MMV676182
	-3.35
	-1.77
	-1.58

	156. 
	MMV023969
	-0.96
	0.62
	-1.58

	157. 
	MMV688371
	-4.72
	-3.15
	-1.57

	158. 
	MMV021660
	-3.54
	-2.03
	-1.51

	159. 
	MMV000062
	-3.12
	-1.61
	-1.51

	160. 
	MMV1037162
	-3.14
	-1.66
	-1.48

	161. 
	MMV688798
	-4.71
	-3.23
	-1.48

	162. 
	MMV023370
	-5.8
	-4.32
	-1.48

	163. 
	MMV001561
	-3.38
	-1.91
	-1.47

	164. 
	MMV676411
	-5.27
	-3.81
	-1.46

	165. 
	MMV663250
	-3.78
	-2.33
	-1.45

	166. 
	MMV019993
	-3.21
	-1.77
	-1.44

	167. 
	MMV020710
	-3.9
	-2.5
	-1.4

	168. 
	MMV102872
	-5.62
	-4.24
	-1.38

	169. 
	MMV188296
	-5.27
	-3.91
	-1.36

	170. 
	MMV228911
	-0.53
	0.81
	-1.34

	171. 
	MMV689758
	-4.13
	-2.79
	-1.34

	172. 
	MMV688124
	-1.25
	0.08
	-1.33

	173. 
	MMV676605
	-0.66
	0.66
	-1.32

	174. 
	MMV007803
	-0.83
	0.48
	-1.31

	175. 
	MMV020517
	-4.19
	-2.89
	-1.3

	176. 
	MMV688795
	-6.13
	-4.84
	-1.29

	177. 
	MMV676401
	-5.77
	-4.48
	-1.29

	178. 
	MMV019721
	-3.57
	-2.3
	-1.27

	179. 
	MMV676162
	-0.94
	0.31
	-1.25

	180. 
	MMV393144
	-5.8
	-4.56
	-1.24

	181. 
	MMV687248
	-4.65
	-3.45
	-1.2

	182. 
	MMV676599
	-3.54
	-2.35
	-1.19

	183. 
	MMV688994
	0.17
	1.35
	-1.18

	184. 
	MMV676186
	1.76
	2.93
	-1.17

	185. 
	MMV688775
	-3.68
	-2.54
	-1.14

	186. 
	MMV676057
	-0.68
	0.44
	-1.12

	187. 
	MMV688774
	0.41
	1.51
	-1.1

	188. 
	MMV688793
	-5.09
	-3.99
	-1.1

	189. 
	MMV676472
	0.01
	1.1
	-1.09

	190. 
	MMV688555
	-4.93
	-3.84
	-1.09

	191. 
	MMV652003
	-4.09
	-3.03
	-1.06

	192. 
	MMV690103
	-2.47
	-1.44
	-1.03

	193. 
	MMV687776
	-4.05
	-3.02
	-1.03

	194. 
	MMV688889
	-7.09
	-6.09
	-1

	195. 
	MMV676461
	-6.41
	-5.45
	-0.96

	196. 
	MMV016136
	-4.29
	-3.35
	-0.94

	197. 
	MMV054312
	-3.97
	-3.05
	-0.92

	198. 
	MMV687254
	-4
	-3.09
	-0.91

	199. 
	MMV688776
	-4.22
	-3.36
	-0.86

	200. 
	MMV676412
	-4.11
	-3.3
	-0.81

	201. 
	MMV676191
	-6.55
	-5.74
	-0.81

	202. 
	MMV595321
	2.13
	2.91
	-0.78

	203. 
	MMV688313
	0.17
	0.94
	-0.77

	204. 
	MMV676442
	-1.06
	-0.31
	-0.75

	205. 
	MMV676444
	-6.6
	-5.87
	-0.73

	206. 
	MMV637953
	0.9
	1.59
	-0.69

	207. 
	MMV688514
	-5.77
	-5.11
	-0.66

	208. 
	MMV063404
	-4.42
	-3.79
	-0.63

	209. 
	MMV006833
	-4.65
	-4.04
	-0.61

	210. 
	MMV011903
	-0.38
	0.23
	-0.61

	211. 
	MMV676377
	-6.09
	-5.48
	-0.61

	212. 
	MMV407539
	0.68
	1.23
	-0.55

	213. 
	MMV676398
	-5.27
	-4.74
	-0.53

	214. 
	MMV689437
	-2.87
	-2.37
	-0.5

	215. 
	MMV676350
	-4.33
	-3.84
	-0.49

	216. 
	MMV023183
	-5.97
	-5.52
	-0.45

	217. 
	MMV688470
	-1.88
	-1.43
	-0.45

	218. 
	MMV023985
	-3.88
	-3.45
	-0.43

	219. 
	MMV1088520
	-3.4
	-3
	-0.4

	220. 
	MMV009135
	-3.25
	-2.85
	-0.4

	221. 
	MMV689709
	-6.32
	-5.93
	-0.39

	222. 
	MMV688980
	-3.27
	-2.88
	-0.39

	223. 
	MMV688279
	-3.34
	-2.99
	-0.35

	224. 
	MMV020321
	-5.97
	-5.66
	-0.31

	225. 
	MMV688274
	2.87
	3.14
	-0.27

	226. 
	MMV675996
	-3.45
	-3.19
	-0.26

	227. 
	MMV676409
	-5.67
	-5.43
	-0.24

	228. 
	MMV020391
	-5.28
	-5.06
	-0.22

	229. 
	MMV688416
	0.04
	0.26
	-0.22

	230. 
	MMV687796
	1.37
	1.59
	-0.22

	231. 
	MMV689000
	0.7
	0.89
	-0.19

	232. 
	MMV202553
	-4.96
	-4.79
	-0.17

	233. 
	MMV688763
	-6.63
	-6.47
	-0.16

	234. 
	MMV026468
	-5.39
	-5.23
	-0.16

	235. 
	MMV689255
	-3.54
	-3.39
	-0.15

	236. 
	MMV019234
	0.79
	0.9
	-0.11

	237. 
	MMV676063
	0.38
	0.47
	-0.09

	238. 
	MMV676382
	-7.19
	-7.14
	-0.05

	239. 
	MMV006372
	-5.86
	-5.82
	-0.04

	240. 
	MMV062221
	-3.68
	-3.64
	-0.04

	241. 
	MMV689244
	0.24
	0.25
	-0.01

	242. 
	MMV676050
	-3.89
	-3.9
	0.01

	243. 
	MMV053220
	-5.24
	-5.28
	0.04

	244. 
	MMV085230
	-5.69
	-5.74
	0.05

	245. 
	MMV676204
	-2.95
	-3.01
	0.06

	246. 
	MMV688888
	0.92
	0.85
	0.07

	247. 
	MMV676386
	-6.37
	-6.44
	0.07

	248. 
	MMV676526
	-5.45
	-5.54
	0.09

	249. 
	MMV1110498
	-3.8
	-3.9
	0.1

	250. 
	MMV045105
	-4.88
	-5
	0.12

	251. 
	MMV688934
	-3.98
	-4.12
	0.14

	252. 
	MMV687170
	-3.26
	-3.4
	0.14

	253. 
	MMV024311
	-4.88
	-5.09
	0.21

	254. 
	MMV000011
	1.1
	0.85
	0.25

	255. 
	MMV676474
	-5.83
	-6.09
	0.26

	256. 
	MMV002816
	-5.54
	-5.82
	0.28

	257. 
	MMV675993
	-3.98
	-4.27
	0.29

	258. 
	MMV019838
	-4.75
	-5.05
	0.3

	259. 
	MMV675995
	0.61
	0.31
	0.3

	260. 
	MMV020388
	-3.38
	-3.68
	0.3

	261. 
	MMV006239
	-5.6
	-5.9
	0.3

	262. 
	MMV010545
	-5.29
	-5.6
	0.31

	263. 
	MMV676358
	-5.72
	-6.04
	0.32

	264. 
	MMV688125
	-3.87
	-4.23
	0.36

	265. 
	MMV000016
	-3.61
	-4.02
	0.41

	266. 
	MMV003270
	-5.83
	-6.24
	0.41

	267. 
	MMV687138
	-5.91
	-6.35
	0.44

	268. 
	MMV676008
	1.13
	0.66
	0.47

	269. 
	MMV1019989
	-4.39
	-4.87
	0.48

	270. 
	MMV084603
	-4.14
	-4.62
	0.48

	271. 
	MMV688557
	-4.67
	-5.17
	0.5

	272. 
	MMV688273
	-3.68
	-4.2
	0.52

	273. 
	MMV676406
	1.65
	1.12
	0.53

	274. 
	MMV688891
	-5.15
	-5.69
	0.54

	275. 
	MMV687146
	-6.12
	-6.67
	0.55

	276. 
	MMV658988
	-3.64
	-4.19
	0.55

	277. 
	MMV011511
	-2.94
	-3.5
	0.56

	278. 
	MMV687706
	-6
	-6.58
	0.58

	279. 
	MMV011765
	-5.25
	-5.83
	0.58

	280. 
	MMV1028806
	-5.15
	-5.73
	0.58

	281. 
	MMV069458
	-4.84
	-5.42
	0.58

	282. 
	MMV016838
	0.65
	0.06
	0.59

	283. 
	MMV1236379
	-5.96
	-6.56
	0.6

	284. 
	MMV690027
	1.17
	0.56
	0.61

	285. 
	MMV553002
	-6.87
	-7.48
	0.61

	286. 
	MMV676384
	-5.81
	-6.42
	0.61

	287. 
	MMV687730
	-3.45
	-4.08
	0.63

	288. 
	MMV688543
	-6.26
	-6.9
	0.64

	289. 
	MMV676588
	-4.91
	-5.56
	0.65

	290. 
	MMV687273
	-7.05
	-7.71
	0.66

	291. 
	MMV019551
	-4.42
	-5.08
	0.66

	292. 
	MMV020120
	-6.81
	-7.48
	0.67

	293. 
	MMV688548
	-6.15
	-6.83
	0.68

	294. 
	MMV002529
	-5.03
	-5.71
	0.68

	295. 
	MMV676584
	-4.48
	-5.18
	0.7

	296. 
	MMV1030799
	-6.27
	-6.97
	0.7

	297. 
	MMV659010
	-6.13
	-6.83
	0.7

	298. 
	MMV001625
	-6.58
	-7.31
	0.73

	299. 
	MMV676477
	1.72
	0.99
	0.73

	300. 
	MMV676468
	-5.31
	-6.05
	0.74

	301. 
	MMV676395
	-5.04
	-5.79
	0.75

	302. 
	MMV688553
	-5.66
	-6.42
	0.76

	303. 
	MMV676439
	-6.4
	-7.17
	0.77

	304. 
	MMV000023
	-3.28
	-4.06
	0.78

	305. 
	MMV690028
	1.66
	0.86
	0.8

	306. 
	MMV676379
	-3.18
	-3.99
	0.81

	307. 
	MMV023227
	-5.97
	-6.81
	0.84

	308. 
	MMV020152
	-5.47
	-6.31
	0.84

	309. 
	MMV495543
	-5.73
	-6.6
	0.87

	310. 
	MMV021375
	-4.42
	-5.33
	0.91

	311. 
	MMV688852
	-4.28
	-5.2
	0.92

	312. 
	MMV688978
	-3.78
	-4.7
	0.92

	313. 
	MMV676383
	-6.06
	-6.98
	0.92

	314. 
	MMV688853
	-5.1
	-6.07
	0.97

	315. 
	MMV688958
	-6.04
	-7.05
	1.01

	316. 
	MMV687803
	-5.77
	-6.78
	1.01

	317. 
	MMV676520
	-5.54
	-6.56
	1.02

	318. 
	MMV024101
	-4.58
	-5.6
	1.02

	319. 
	MMV047015
	-3.18
	-4.21
	1.03

	320. 
	MMV020081
	-4.74
	-5.78
	1.04

	321. 
	MMV272144
	-3.92
	-4.99
	1.07

	322. 
	MMV676161
	-6.73
	-7.83
	1.1

	323. 
	MMV153413
	-3.89
	-5
	1.11

	324. 
	MMV393995
	-4.89
	-6.02
	1.13

	325. 
	MMV688756
	-5.14
	-6.28
	1.14

	326. 
	MMV084864
	-3.29
	-4.44
	1.15

	327. 
	MMV687807
	-4.42
	-5.6
	1.18

	328. 
	MMV688411
	-1.59
	-2.8
	1.21

	329. 
	MMV676524
	-4.96
	-6.21
	1.25

	330. 
	MMV026356
	-3.25
	-4.5
	1.25

	331. 
	MMV688797
	-5.67
	-6.98
	1.31

	332. 
	MMV688352
	1.97
	0.62
	1.35

	333. 
	MMV688122
	-4.25
	-5.62
	1.37

	334. 
	MMV688943
	-5.36
	-6.77
	1.41

	335. 
	MMV001499
	-5.91
	-7.32
	1.41

	336. 
	MMV611037
	-5.12
	-6.53
	1.41

	337. 
	MMV688955
	-4.19
	-5.61
	1.42

	338. 
	MMV002817
	-5.69
	-7.12
	1.43

	339. 
	MMV687747
	-6.15
	-7.61
	1.46

	340. 
	MMV023388
	-5.17
	-6.63
	1.46

	341. 
	MMV676431
	-6.69
	-8.19
	1.5

	342. 
	MMV687699
	-5.08
	-6.58
	1.5

	343. 
	MMV687251
	-4.48
	-5.98
	1.5

	344. 
	MMV009054
	-2.99
	-4.5
	1.51

	345. 
	MMV688330
	-2.98
	-4.5
	1.52

	346. 
	MMV676048
	-2.66
	-4.19
	1.53

	347. 
	MMV688469
	-5.29
	-6.83
	1.54

	348. 
	MMV687801
	-3.74
	-5.29
	1.55

	349. 
	MMV688410
	-2.57
	-4.12
	1.55

	350. 
	MMV011229
	-3.94
	-5.51
	1.57

	351. 
	MMV026313
	-5.31
	-6.88
	1.57

	352. 
	MMV687765
	3.45
	1.83
	1.62

	353. 
	MMV689060
	-5.36
	-6.99
	1.63

	354. 
	MMV146306
	-5.25
	-6.88
	1.63

	355. 
	MMV031011
	-3.33
	-5
	1.67

	356. 
	MMV687749
	3.22
	1.54
	1.68

	357. 
	MMV003152
	-4.41
	-6.1
	1.69

	358. 
	MMV676492
	-3.25
	-4.96
	1.71

	359. 
	MMV688938
	-5.13
	-6.92
	1.79

	360. 
	MMV676445
	-4.28
	-6.1
	1.82

	361. 
	MMV676470
	-5.62
	-7.45
	1.83

	362. 
	MMV637229
	-3.85
	-5.76
	1.91

	363. 
	MMV022236
	-2.3
	-4.22
	1.92

	364. 
	MMV688554
	-5.47
	-7.45
	1.98

	365. 
	MMV687243
	-6.65
	-8.67
	2.02

	366. 
	MMV161996
	-3.22
	-5.26
	2.04

	367. 
	MMV676881
	-3.36
	-5.4
	2.04

	368. 
	MMV000907
	-4.07
	-6.12
	2.05

	369. 
	MMV676269
	-5.58
	-7.75
	2.17

	370. 
	MMV688417
	-4.22
	-6.39
	2.17

	371. 
	MMV688846
	-6.22
	-8.39
	2.17

	372. 
	MMV688755
	-3.77
	-5.99
	2.22

	373. 
	MMV676388
	-5.73
	-8.01
	2.28

	374. 
	MMV676877
	-4.24
	-6.55
	2.31

	375. 
	MMV012074
	-5.12
	-7.44
	2.32

	376. 
	MMV687145
	-6.39
	-8.72
	2.33

	377. 
	MMV688773
	-3.53
	-5.9
	2.37

	378. 
	MMV676449
	-4.98
	-7.4
	2.42

	379. 
	MMV688771
	-5.38
	-7.91
	2.53

	380. 
	MMV675994
	-6.27
	-8.8
	2.53

	381. 
	MMV026550
	-4.9
	-7.5
	2.6

	382. 
	MMV688415
	-2.95
	-5.6
	2.65

	383. 
	MMV676270
	-5.3
	-8.01
	2.71

	384. 
	MMV032995
	-4.18
	-6.93
	2.75

	385. 
	MMV689480
	-4.3
	-7.06
	2.76

	386. 
	MMV461553
	-3.68
	-6.45
	2.77

	387. 
	MMV676389
	-6.85
	-9.66
	2.81

	388. 
	MMV021057
	-3.65
	-6.5
	2.85

	389. 
	MMV688345
	-4.04
	-6.93
	2.89

	390. 
	MMV676501
	-3.85
	-6.98
	3.13

	391. 
	MMV688939
	-4.15
	-7.3
	3.15

	392. 
	MMV675969
	-5.57
	-8.73
	3.16

	393. 
	MMV001059
	-5.48
	-8.67
	3.19

	394. 
	MMV676053
	-5.38
	-8.7
	3.32

	395. 
	MMV688941
	-5.76
	-9.23
	3.47

	396. 
	MMV676604
	-4.7
	-8.21
	3.51

	397. 
	MMV688754
	0.16
	-3.55
	3.71

	398. 
	MMV676512
	-4.27
	-8.15
	3.88

	399. 
	MMV202458
	-4.27
	-8.76
	4.49

	400. 
	MMV688467
	2.52
	-4.29
	6.81


Supplementary Table S2: Predicted ADME properties of top hundred compounds identified from initial in-silico screening.  The compounds fulfilling the criteria of drug likeliness by falling completely in the pink zone of bioavailability radar are considered as drug-like molecule and these are further evaluated for their activity against recombinant PfUCHL3 in-vitro. Cells representing the compounds that accord with drug-likeness criteria are highlighted in light grey and potential hits identified in this study are presented in red font. 
	S.No
	Name
	Bioavailability Radar
	Log Po/w
	Log S
	Log Kp (cm/s)
	Lipinski
	GI absorption
	PAINS

	1. 
	MMV023860
	[image: C:\Users\admin\AppData\Local\Microsoft\Windows\Temporary Internet Files\Content.Word\Picture17.tif]
	2.27
	-3.33
	-5.54
	Yes
0 violation
	High
	0
alert

	2. 
	MMV024114
	[image: ]
	2.61
	-5.33
	-6.33
	Yes
0 violation
	High
	0
alert

	3. 
	MMV687700
	[image: ]
	1.47
	-2.02
	-9.82
	No, 1 violation
	Low
	0
alert

	4. 
	MMV022029
	[image: ]
	3.77
	-5.02
	-6.22
	Yes
0 violation
	High
	0
alert

	5. 
	MMV676603
	[image: C:\Users\admin\AppData\Local\Microsoft\Windows\Temporary Internet Files\Content.Word\Picture8.tif]
	2.88
	-4.41
	-6.87
	Yes
0 violation
	High
	0
alert

	6. 
	MMV688509
	[image: ]
	4.14
	-5.85
	-5.53
	Yes
0 violation
	High
	0
alert

	7. 
	MMV000858
	[image: C:\Users\admin\AppData\Local\Microsoft\Windows\Temporary Internet Files\Content.Word\Picture37.tif]
	2.87
	-3.50
	-7.33
	Yes
0 violation
	High
	0
alert

	8. 
	MMV085071
	[image: ]
	2.44
	-3.08
	-7.49
	Yes
0 violation
	High
	0
alert

	9. 
	MMV676539
	[image: ]
	2.67
	-4.67
	-5.47
	Yes
0 violation
	High
	0
alert

	10. 
	MMV023953
	[image: ]
	3.71
	-5.01
	-5.54
	Yes
0 violation
	High
	0
alert

	11. 
	MMV020289
	[image: ]
	2.60
	-3.74
	-6.59
	Yes
0 violation
	High
	0
alert

	12. 
	MMV658993
	[image: ]
	2.97
	-4.56
	-6.36
	Yes
0 violation
	High
	0
alert

	13. 
	MMV676528
	[image: ]
	2.54
	-5.03
	-6.21
	Yes
0 violation
	High
	0
alert

	14. 
	MMV687239
	[image: ]
	2.89
	-4.43
	-5.79
	Yes
0 violation
	High
	0 
alert

	15. 
	MMV007638
	[image: C:\Users\admin\AppData\Local\Microsoft\Windows\Temporary Internet Files\Content.Word\Picture7.tif]
	2.35
	-5.10
	-5.73
	Yes
0 violation
	High
	0
alert

	16. 
	MMV688361
	[image: ]
	2.89
	-3.27
	-7.34
	Yes
0 violation
	High
	0
alert

	17. 
	MMV007471
	[image: ]
	3.80
	-5.03
	-5.99
	Yes
0 violation
	High
	0
alert

	18. 
	MMV676380
	[image: ]
	1.45
	-3.80
	-6.79
	Yes
0 violation
	High
	0
alert

	19. 
	MMV688704
	[image: ]
	3.57
	-5.42
	-5.24
	Yes
0 violation
	High
	0
alert

	20. 
	MMV010576
	[image: ]
	2.28
	-4.03
	-6.71
	Yes
0 violation
	High
	0
alert

	21. 
	MMV634140
	[image: ]
	4.03
	-3.81
	-7.09
	Yes
0 violation
	High
	0
alert

	22. 
	MMV688761
	[image: ]
	2.70
	-4.61
	-6.84
	Yes
0 violation
	Low
	0
alert

	23. 
	MMV687798
	[image: ]
	2.25
	-1.99
	-8.78
	Yes
0 violation
	High
	0
alert

	24. 
	MMV024937
	[image: ]
	3.13
	-4.23
	-6.84
	Yes
0 violation
	High
	0
alert

	25. 
	MMV688796
	[image: ]
	3.04
	-3.72
	-6.71
	Yes
0 violation
	High
	0
alert

	26. 
	MMV020591
	[image: ]
	2.50
	-4.86
	-5.55
	Yes
0 violation
	High
	0
alert

	27. 
	MMV688178
	[image: ]
	3.31
	-5.54
	-5.14
	Yes
0 violation
	High
	0
alert

	28. 
	MMV007133
	[image: ]
	2.39
	-4.44
	-6.42
	Yes
0 violation
	High
	0
alert

	29. 
	MMV676476
	[image: ]
	3.39
	-4.84
	-5.67
	Yes
0 violation
	High
	0
alert

	30. 
	MMV688472
	[image: ]
	3.43
	-5.12
	-5.68
	Yes
0 violation
	High
	0
alert

	31. 
	MMV659004
	[image: ]
	3.67
	-5.29
	-5.22
	Yes
0 violation
	High
	0
alert

	32. 
	MMV688991
	[image: ]
	0.90
	-3.02
	-6.73
	Yes
0 violation
	Low
	0
alert

	33. 
	MMV687172
	[image: ]
	3.52
	-4.22
	-6.63
	Yes
0 violation
	High
	0
alert

	34. 
	MMV688180
	[image: ]
	2.73
	-4.97
	-7.07
	Yes
0 violation
	High
	0
alert

	35. 
	MMV688552
	[image: ]
	3.41
	-4.79
	-5.95
	Yes
0 violation
	High
	0
alert

	36. 
	MMV020136
	[image: ]
	2.41
	-2.89
	-7.67
	Yes
0 violation
	High
	0
alert

	37. 
	MMV688407
	[image: ]
	2.96
	-2.91
	-8.02
	Yes
0 violation
	High
	0
alert

	38. 
	MMV688262
	[image: ]
	3.81
	-6.44
	-5.56
	No, 1 violation
	Low
	1 
alert

	39. 
	MMV676597
	[image: ]
	2.97
	-4.72
	-5.06
	Yes
0 violation
	High
	0
alert

	40. 
	MMV085499
	[image: ]
	1.76
	-3.00
	-7.27
	Yes
0 violation
	High
	0
alert

	41. 
	MMV688474
	[image: ]
	2.74
	-2.91
	-8.02
	Yes
0 violation
	High
	0
alert

	42. 
	MMV1029203
	[image: ]
	3.22
	-4.53
	-6.13
	Yes
0 violation
	High
	0
alert

	43. 
	MMV024406
	[image: ]
	2.89
	-5.09
	-6.13
	Yes
0 violation
	High
	0
alert

	44. 
	MMV676509
	[image: ]
	3.42
	-5.69
	-4.91
	Yes
0 violation
	High
	0
alert

	45. 
	MMV024397
	[image: ]
	3.10
	-4.30
	-5.62
	Yes
0 violation
	High
	0
alert

	46. 
	MMV676555
	[image: ]
	2.99
	-4.47
	-5.24
	Yes
0 violation
	High
	0
alert

	47. 
	MMV675998
	[image: ]
	1.34
	-2.67
	-7.70
	Yes
0 violation
	High
	0
alert

	48. 
	MMV560185
	[image: ]
	3.35
	-4.95
	-4.78
	Yes
0 violation
	High
	0
alert

	49. 
	MMV688471
	[image: ]
	2.83
	-4.57
	-5.77
	Yes
0 violation
	High
	0
alert

	50. 
	MMV090930
	[image: ]
	1.81
	-4.54
	-5.79
	Yes
0 violation
	Low
	0
alert

	51. 
	MMV687189
	[image: ]
	2.98
	-4.06
	-5.96
	Yes
0 violation
	High
	0
alert

	52. 
	MMV688362
	[image: ]
	3.01
	-3.41
	-7.16
	Yes
0 violation
	High
	0
alert

	53. 
	MMV019087
	[image: ]
	2.79
	-4.19
	-6.95
	Yes
0 violation
	High
	0
alert

	54. 
	MMV689061
	[image: ]
	3.87
	-4.94
	-6.02
	Yes
0 violation
	High
	0
alert

	55. 
	MMV689029
	[image: ]
	3.32
	-4.56
	-7.23
	Yes
0 violation
	High
	0
alert

	56. 
	MMV688768
	[image: ]
	3.18
	-4.32
	-5.79
	Yes
0 violation
	High
	1 alert

	57. 
	MMV688762
	[image: ]
	3.10
	-5.30
	-5.12
	Yes
0 violation
	High
	0
alert

	58. 
	MMV030734
	[image: ]
	1.83
	-3.48
	-7.17
	Yes
0 violation
	High
	0
alert

	59. 
	MMV001493
	[image: ]
	3.46
	-4.69
	-5.53
	Yes
0 violation
	High
	0
alert

	60. 
	MMV687729
	[image: ]
	3.46
	-4.03
	-6.79
	Yes
0 violation
	High
	0
alert

	61. 
	MMV687775
	[image: ]
	0.00
	-6.08
	-5.42
	Yes
0 violation
	High
	0
alert

	62. 
	MMV687794
	[image: ]
	3.30
	-4.35
	-6.51
	Yes
0 violation
	High
	0
alert

	63. 
	MMV032967
	[image: ]
	2.32
	-4.71
	-5.92
	Yes
0 violation
	High
	0
alert

	64. 
	MMV020165
	[image: ]
	2.83
	-3.96
	-6.33
	Yes
0 violation
	High
	0
alert

	65. 
	MMV020512
	[image: ]
	3.70
	-4.92
	-5.90
	Yes
0 violation
	High
	0
alert

	66. 
	MMV676602
	[image: ]
	3.73
	-4.50
	-7.12
	Yes
0 violation
	High
	1 
alert

	67. 
	MMV008439
	[image: ]
	4.14
	-3.85
	-6.72
	Yes
0 violation
	High
	0
alert

	68. 
	MMV020982
	[image: ]
	2.59
	-4.14
	-6.37
	Yes
0 violation
	High
	0
alert

	69. 
	MMV688921
	[image: ]
	3.19
	-4.89
	-6.86
	Yes
0 violation
	High
	0
alert

	70. 
	MMV024829
	[image: ]
	3.79
	-4.85
	-5.48
	Yes
0 violation
	High
	0
alert

	71. 
	MMV004168
	[image: ]
	3.65
	-4.68
	-5.20
	Yes
0 violation
	High
	0
alert

	72. 
	MMV688466
	[image: ]
	3.10
	-4.46
	-7.10
	Yes
0 violation
	High
	0
alert

	73. 
	MMV676478
	[image: ]
	4.11
	-5.18
	-5.97
	Yes
0 violation
	High
	0
alert

	74. 
	MMV019189
	[image: ]
	2.53
	-4.50
	-5.48
	Yes
0 violation
	High
	1 alert

	75. 
	MMV688271
	[image: ]
	1.68
	-4.20
	-6.81
	Yes
0 violation
	Low
	0
alert

	76. 
	MMV019742
	[image: ]
	2.62
	-4.16
	-6.92
	Yes
0 violation
	High
	0
alert

	77. 
	MMV099637
	[image: ]
	3.05
	-4.43
	-5.52
	Yes
0 violation
	High
	0
alert

	78. 
	MMV022478
	[image: ]
	2.96
	-4.72
	-6.65
	Yes
0 violation
	High
	1 alert

	79. 
	MMV687813
	[image: ]
	4.05
	-5.09
	-6.40
	Yes
0 violation
	High
	0
alert

	80. 
	MMV688179
	[image: ]
	1.74
	-4.27
	-6.67
	No, 1 violation
	Low
	0
alert

	81. 
	MMV688364
	[image: ]
	4.00
	-4.80
	-6.74
	Yes
0 violation
	High
	0
alert

	82. 
	MMV688990
	[image: ]
	0.26
	-5.32
	-3.97
	Yes
0 violation
	Low
	0
alert

	83. 
	MMV668727
	[image: ]
	2.22
	-4.63
	-6.19
	Yes
0 violation
	Low
	0
alert

	84. 
	MMV688327
	[image: ]
	2.1
	-3.08
	-8.17
	Yes
0 violation
	High
	0
alert

	85. 
	MMV688283
	[image: ]
	3.76
	-5.30
	-6.79
	Yes
0 violation
	High
	0
alert

	86. 
	MMV688508
	[image: ]
	2.56
	-3.07
	-7.29
	Yes
0 violation
	High
	0
alert

	87. 
	MMV688845
	[image: ]
	3.36
	-4.78
	-6.22
	Yes
0 violation
	High
	0
alert

	88. 
	MMV688844
	[image: ]
	4.21
	-4.78
	-6.22
	Yes
0 violation
	High
	0
alert

	89. 
	MMV1198433
	[image: ]
	3.08
	-3.44
	-6.64
	Yes
0 violation
	High
	0
alert

	90. 
	MMV407539
	[image: ]
	3.65
	-5.61
	-5.59
	Yes
0 violation
	High
	0
alert

	91. 
	MMV675997
	[image: ]
	4.00
	-4.46
	-6.16
	Yes
0 violation
	High
	0
alert

	92. 
	MMV689028
	[image: ]
	3.31
	-4.78
	-6.86
	Yes
0 violation
	High
	0
alert

	93. 
	MMV026490
	[image: ]
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	94. 
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	98. 
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	99. 
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	[image: ]
	3.11
	-5.54
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	Yes
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	0
alert

	100. 
	MMV023949
	[image: ]
	3.08
	-4.50
	-6.67
	Yes
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	High
	0
alert



*The Bioavailability Radar envisages the drug-likeness of a molecule. The pink area represents the optimal range. 
*Predicted octanol/water partition coefficient log Po/w (acceptable range: -0.7 to 5.0).
*Predicted solubility log S (acceptable range below 6). 
*Predicted skin permeability coefficient log Kp in cm/s.







Supplementary Figures
Supplementary Figure S1: Uncropped  gel images  for Figure 2a-b, d-e
[image: F:\pathogen_box_screening\paper-writeup-HB\Scientific Reports-Submission\supplementary figures\supplementary figure S2.tif]
Figure S1: Full length gel images for  commaassie stained SDS gel  shown in a) Figure 2a,  b) Figure 2b,  c) Figure 2d and d) Figure 2e.
Supplementary Figure S2: Uncropped images of immunoblotting in Figure 9: 
[image: F:\pathogen_box_screening\paper-writeup-HB\Scientific Reports-Submission\western-revision\S1.tif]
Figure S2: Full length images of blot probed with a) anti-ubiquitin and (b) anti-β-acttin. The box indicates the cropped position of membrane in the figure. 










Supplementary Figure S3: Assessing the cytoxicity of MMV676603 and MMV688704 against mammalian cell lines. 
[image: F:\pathogen_box_screening\paper-writeup-HB\figures\Supplementary figure 2d.tif]
Figure S3: Cell viability evaluation using MTT assay: Graphical representation of the percent cell viability  of HEK-293T (green) and HepG2 (orange) cells  treated with varied concentration of a) MMV676603 and b) MMV688704. 
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Leadiikeness.

Synthetic accessibility

ax »@

No; 2 violations: MW>350, Rotors>7
3.66

SMILES  O=C(N1CCC(CC1)Cetcceeet)C1CON(CC1)eTnnc(s1)ntceeet
Physicochemical Properties
C24H29N50S

Formula

P Type here to search

Log S (ESOL)
Solubility
Class

Log S (All)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption
BBB permeant

Water Solubility
5.18

2.89¢-03 mg/ml ; 6.62-06 mol/
Moderately soluble

-5.65
9.70e-04 mg/ml ; 2.23¢-06 mol/l
Moderately soluble

557

1.17e-03 mg/mi ; 2.69e-06 mol/l
Moderately soluble
Pharmacokinetics

High
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SMILES  0=C1Nc26(C31NN=C(S3)c1ceoeet)cee(c2C)C
Physicochemical Properties

Formula C17H15N30S

Molecular weight 309.39 g/mol

Num. heavy atoms 22
Num. arom. heavy atoms 12
Fraction Csp3

Num. rotatable bonds

£ Type here to search

Log S (ESOL)
Solubllity
Class

Log S (Ali)
Solubity
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption
BBB permeant
P-gp substrate
CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C9 inhibitor
CYP2DG inhibitor

Water Solubility

450

9.87€-03 mg/m ; 3.19€-05 moll
Moderately soluble

-5.16

2.14-03 mg/ml ; 6.93¢-06 moll
Moderately soluble

-6.62

7.40e-05 mg/ml ; 2.39€-07 molll
Poorly soluble
Pharmacokinetics

High

& dx BN




image75.png
& 5 C A Notsecure | swissadmech/indexphp

Molecule 1
oo

SMILES  NG(=N)Nc1coo(ce1Clietcec(o1)e1cec(c(cl)CIN=CININ
Physicochemical Properties

Formula C18H16CI2N60

Molecular weight 403.27 gimol

Num. heavy atoms 27

Num. arom. heavy atoms 17

[l © Type here to search

Log S (ESOL)
Solubility

Class

Log S (Al)
Solubility

Class

Log S (SILICOS-IT)
Solubility

Class

Gl absorption
BBB permeant
P-gp substrate
CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C inhibitor

Water Solubllity
420

2.53e-02 mg/m ; 6.28e-05 mol/
Moderately soluble

532

1.92€-03 mg/ml ; 4.76€-06 mol/
Moderately soluble

6.96

4.44¢-05 mg/ml ; 1.10e-07 mol/
Poorly soluble

A N O NG
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Water Solubllity
Log S (ESOL) 4.16
Solubility 2.85e-02 mg/m ; 6.95€-05 moll

Class Moderately soluble

Log S (All) 429
Solubility 2.10e-02 mg/ml ; 5.12e-05 moll
Class Moderately soluble
Log S (SILICOS-IT) 6.22
Solubility 2.45e-04 mg/m ; 5.96€-07 moll
Class Poorly soluble
Pharmacokinetics
SMILES ~ Celcco(ce1)S(=0)(=0)N1CCN(CC1)C(=O)cIn[nH]c(c1)c1cocect Gl absorption High

Physicochemical Properties BBB permeant
Formula C21H22N403S
Molecular weight 410.49 gimol

P-gp substrate
CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C9 inhibitor
CYP2D6 inhibitor

Num. heavy atoms 29
Num. arom. heavy atoms 17
Fraction Csp3 024
Num. rotatable bonds 5

ERll © Type nere tosearch > P O BN




image77.png
ax »@:

Leadlikeness No; 1 violation: MW>350
Synthetic accessibility 3.23

Molecule 17
oo Water Solubility

Log S (ESOL) 443
Solubility 1.11e-02 mg/mi ; 3.73¢-05 mol
Class Moderately soluble

Log S (All) 441
Solubility 1.16e-02 mg/mi ; 3.91e-05 mol/
Class Moderately soluble
Log S (SILICOS-IT) 5.42
Solubility 1.13€-03 mg/ml ; 3.79€-06 moll
Class Moderately soluble
Pharmacokinetics
SMILES ~ Fetceo(co1)e1c(Cnn2e1nc1CCCCe1620 Gl absorption High

Physicochemical Properties BBB permeant
Formula C17H16FN30 D_n cuhetrate

£ Type here to search
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Fill with an example | | Clear ~

Retrieve data: @ P osv § ChemA

Water Solubility

Log S (ESOL) 472

Solubility 8.18e-03 mg/ml ; 1.89e-05 mol/l
Class Moderately soluble

Log S (All) -4.46
Solubility 1.51e-02 mg/mi ; 3.48e-05 mol/l

Class Moderately soluble

Log S (SILICOS-IT) 775
Solubility 7.65€-06 mg/mi ; 1.77€-08 mol/
Class Poorly soluble
Pharmacokinetics
SMILES ~ Cletceee(ct)etenn2cTng(ce2)C(=0)Ne1coc(ce)N1ICCNCCT Gl absorption High
Physicochemical Properties
Formula C23H21CINGO

BBB permeant

P Type here to search
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Synthetic ac

SMILES

Formula

Molecular weiaht

P Type here to search

0=C10[C@H]
(CN1ctce(F)e(c(c1)F)C1=CCN(CC1)Cetcoeeet )COGTnocet
Physicochemical Properties
C25H23F2N304
467.46 a/mol

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubity
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption
BBB permeant
P-gp substrate
CYP1A2 inhibitor

Water Solubllity
5.09

3.79¢-03 mg/mi ; 8.12€-06 mol/l
Moderately soluble

5.01

4.61€-03 mg/m ; 9.86e-06 mol/
Moderately soluble

728

2.46€-05 mg/ml ; 5.26e-08 mol/
Poorly soluble
Pharmacokinetics

High

Yes

Yes

w2
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Water Solubllity
Log S (ESOL) 427

Solubility 2.17€-02 mg/mi ; 5.39-05 moll
Class Moderately soluble

Log S (Al) 5.49
Solubility 1.31e-03 mg/mi ; 3.25€-06 ol
Class Moderately soluble

Log S (SILICOS-IT) 737
Solubility 1.72€-05 mg/mi ; 4.28e-08 moll
Class Poorly soluble
Pharmacokinetics
SMILES NG(=N)Nc1cee(c(c1)Cl)e1cec(o1)c1cec(ce1CNG(=NIN Gl absorption Low
Physicochemical Properties BBB permeant No
Formula G18H16CI2N60 Pgp substrate No
Molecular weight 403.27 gimol CYPAZ hibitor

Num. heavy atoms 27 .
CYP2C19 inhibitor
Num. arom. heavy atoms 17

CYPOCa inhinitr

EJl © Type here to search ) 9 A % B dx ENG
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Water Solubllity
Log S (ESOL) -4.80

Solubility 7.21€-03 mg/mi ; 1.57e-05 mol/
Class Moderately soluble

Log S (Al) 5.36
Solubility 2.01€-03 mg/mi ; 4.37e-06 mol/l

Class Moderately soluble

Log S (SILICOS-IT) 647
Solubility 1.57e-04 mg/mi ; 3.42e-07 moll
Class Poorly soluble
Pharmacokinetics
SMILES (OC:J[C;(MCCC(CCT)CMncrczmncnczmmcnczc(m)ch)DC(C) Gl absorption High

BBB permeant
Physicochemical Properties

Formula C25H29N702
Molecular weight 459.54 gimol
Num. heavy atoms 24 CYP2C19 inhibitor
Num. arom. heavy atoms 19 CYP2CS inhibitor
Fraction Csp3 040 CYP2D6 inhibitor

P-gp substrate
CYP1A2 inhibitor

0 Type here to search
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SMILES CCCCCCCCCCCCCCCCOP(=0)(OCCIN#](C)CIC)O-]
Physicochemical Properties

C21H46NO4P

407.57 g/mol

27

0

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms

P Type here to search

Log S (ESOL)
Solubility
Class

Log S (Al)
Solubility
Class

Log S (SILICOS-IT)
Solubility
ci

Gl absorption
BBB permeant
P-gp substrate
CYP1A2 inhibitor
CYP2C19 inhibitor
CYPICS inhibitor

Water Solubllity
532

1.93¢-03 mg/mi ; 4.74€-06 mol/l
Moderately soluble

-8.03

3.77€-06 mg/mi ; 9.26e-09 mol/l
Poorly soluble

720

2.55€-05 mg/mi ; 6.25e-08 mol/l
Poorly soluble
Pharmacokinetics

Low

No
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Water Solubilty
Log S (ESOL) 533

Solubilty 2.05¢-03 mg/m ; 4.62¢-06 moll
Class Moderately soluble

Log S (Al 554
Solubilty 1.29¢-03 mg/ml ; 2.90e-06 mol/l

Class Moderately soluble

Log S (SILICOS-IT) 743
Solubilty 1.63¢-05 mg/ml ; 3.67e-08 mol/l
nsoww Class Poorly soluble

Pharmacokinetics
SMILES ~ Brelenc2c(cl)o(en2S(=0)(=0)ctceelect)C)eteenc(ct)N

Physicochemical Properties
Formula C19HI5BINA02S
Molecular weight 443.32 g/mol P-gp substrate No
Num. heavy atoms 27 CYP1A2 inhibitor

Num. arom._ heavy atoms 21 CYP2C19 inhibitor

Fraction Csp3

Num. rotatable bonds. 3 No
Num. H-bond acceptors 4 No

Gl absorption High
BBB permeant No

Num. H-bond donors 1 Log K, (skin permeation) -6.33 cmls

Molar Refractivity 109.10 Druglikeness

PsA 99.25 A° inski Yes: 0 violation
Lipophilicity Ghose Yes

Log Pop (ILOGP) 261 Veber Yes.

Log Py, (XLOGP3) 376 Egan Yes

Waiting for www.swissadme.c... Log Py, (WLOGP) 508 Yes

L Type here to search ! g 0 & dx ENG
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Synthetic accessibility

Molecule 6
oo

SMILES  Ncnco(eetctcee(netJG(F)(F)F)e1coo(net )C(F)(FIF
Physicochemical Properties

Formula C1TH10F6N4

Molecular weight 384.28 g/mol

P Type here to search

Log S (ESOL)
Solubllity
Class

Log S (Ali)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption
BBB permeant
P-gp substrate

Water Solubility

463

8.97€-03 mg/m ; 2.34€-05 molll
Moderately soluble

-4.50

1.21e-02 mg/mi ; 3.16e-05 mol/l
Moderately soluble

7.66

8.35¢-06 mg/ml ; 2.17e-08 mol/l
Poorly soluble
Pharmacokinetics

Low

No

AN BN
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oo Water Solubility

. T~ Log S (ESOL) @ -3.08
Solubility 3.68e-01 mg/mi ; 8.40e-04 moll
Class @ Soluble
Log S (All) @ -3.09
Solubility 3.55e-01 mg/ml ; 8.11e-04 mol/l
Class © Soluble
Log S (SILICOS-IT) @ 7.28
Solubility 2.29e-05 mg/ml ; 5.22e-08 mol/l
Class © Pooriy soluble
msow
Pharmacokinetics
SMILES CC(=0)NCC10C(=0)N(C1)c1cee(c(c1)F)ctcce(ce1)CNCein[nH]nct Gl absorption © High
Physicochemical Properties BBB permeant © No

Formula C22H23FNBO3 P.gp substrate © Yes
Molecular weight 438.45 g/mol

CYP1A2 inhibitor © No
CYP2C19 inhibitor @ Yes
CYP2C3 inhibitor @ No
CYP2D6 inhibitor @ No
CYP3A4 inhibitor @ Yes

Num. heavy atoms 32
Num. arom. heavy atoms 17
Fraction Csp3 027
Num. rotatable bonds 9

Num. H-bond acceptors

P Type here to search
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Molecule 8
L XorY Water Solubility

Log S (ESOL) 5.30

Solubility 2.48e-03 mg/ml ; 5.00e-06 mol/l
Class Moderately soluble

Log S (Ali) 5.34

Solubility 2.27€-03 mg/mi ; 4.58e-06 mol/l

Class Moderately soluble

Log S (SILICOS-IT) -8.58
Solubility 1.30e-06 mg/m ; 2.64e-09 mol/l
Class Poorly soluble

Pharmacokinetics

CN1CCN(CC1)S(=0) Gl absorption High

SMILES - 20)c1ccc(cet )etcec2e(ct)ncoc2Netncc(ent)CI

BBB permeant No
Physicochemical Properties

Formula C24H23CIN6O2S
Molecular weight 495.00 g/mol

P-gp substrate
CYP1A2 inhibitor

Num. heavy atoms 34 CYP2C19 inhibitor

Num. arom. heavy atoms 22 CYP2CS inhibitor
P o CyPon inhibitar

P Type here to search
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SMILES OCc1cco(cot)e1cco(co1FINICC(OCT=0)CNC(=0)C
Physicochemical Properties

Formula C19H19FN204

Molecular weight 358.36 g/mol

Num. heavy atoms 2

P Type here to search

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubiliy

Class

Log S (SILICOS-IT)
Solubllity

Class

Gl absorption
BBB permeant
P-gp substrate
CYP1A2 inhibitor
CYP2C18 inhibitor

Water Solubility
307

3.08e-01 mg/mi ; 8.59-04 moll
Soluble

295

4.01e-01 mgimi ; 1.12e-03 molA
Soluble

534

1.65¢-03 mg/mi ; 4.61e-06 moll
Moderately soluble
Pharmacokinetics

High
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Synthetic accessibility

Molecule 10
oo

O

SMILES O=C([C@H](NC(=0)c1cces1)Celcecee)NeiceecccIN1CCOCCT
Physicochemical Properties

Formula C24H25N303S

435.54 g/mol

Molecular weight

£ Type here to search

Log S (ESOL)
Solubility

Class

Log S (Al)
Solubllity

Class

Log S (SILICOS-IT)
Solubility

Class

Gl absorption
BBB permeant
P-gp substrate

VD4R inhibitar

Water Solubility
478

7.16-03 mg/mi ; 1.64e-05 moll
Moderately soluble

563
1.01e-03 mg/ml ; 2.32€-06 mol/l
Moderately soluble

7.23

2.56e-05 mg/mi ; 5.89€-08 ol
Poorly soluble
Pharmacokinetics

High

-
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SMILES  COclcce2e(n1)c(con2)NG(=0)C1CCN(CCT)CCetcoe(cet)Cl
Physicochemical Properties

Formula C23H25CIN402

Molecular weight 424.92 g/mol

Num. heavy atoms. 30

Num. arom. heavy atoms 16

Fraction Csp3 035

Num. rotatable bonds 7

P Type here to search

Log S (ESOL)
Solubllity
Class

Log S (All)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption
BBB permeant
P-gp substrate
CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C inhibitor
CYP2DG inhibitor
CYP3A4 inhibitor

Water Solubilty
478

7.01e-03 mg/m ; 1.65e-05 mol/l
Moderately soluble

488

5.63e-03 mg/m ; 1.33e-05 mol/
Moderately soluble

7.79

6.86-06 mg/m ; 1.61e-08 mol/l
Poorly soluble
Pharmacokinetics

High

Yes

Yes

Yes
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oo Water Solubity
Log S (ESOL) -3.44
Solubilty 1.23¢-01 mg/mi ; 3.63€-04 moll

Class Soluble

/KQ o Log S (Ali) -3.85
Ao Solubility 4.80e-02 mg/mi ; 1.41e-04 mol/
j?/\\\ Class Soluble

Log S (SILICOS-IT) 542
Solubility 1.29€-03 mg/ml ; 3.79¢-06 mol
Class Moderately soluble
Pharmacokinetics
SMILES  N#Cc1c(C)oc(n(c1=0)C)OCC(=0)Ne1coc(ce1)C(C)C Gl absorption High
Physicochemical Properties BBB permeant

Formula C19H21N303 P-gp substrate

CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C9 inhibitor

Molecular weight 339.39 g/mol
Num. heavy atoms 25

Num. arom. heavy atoms 12

Eraction Cend LX)
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SMILES  CCc1nc2n(c1N(Celcees1)C)ee(ce2)C(=0)NCe1cee2c(c1)0C02
Physicochemical Properties

Formula C24H24N403S

Molecular weight 448.54 g/mol

Num. heavy atoms 32

P Type here to search

Water Solubility

Log S (ESOL) 561

Solubility 1.10e-03 mg/mi ; 2.45€-06 mol/
Class Moderately soluble

Log S (All) 661
Solubility 1.11e-04 mg/ml ; 2.47€-07 mol/

Class Poorly soluble

Log S (SILICOS-IT) 734

Solubility 2.03e-05 mg/ml ; 4.53e-08 mol/l

Class Poorly soluble
Pharmacokinetics

Gl absorption High

BBB permeant

P-gp substrate

CYP1A2 inhibitor

VDI 10 inkikitnr

236
1606

; 9 & dx ENG
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Molecule 14

Formula
Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
o sissadme chindex php?

P Type here to search

SMILES  N#CCN(C(=0)OCc1ccccc)CCCCN1CEN(CC)etccc(ce)F

Physicochemical Properties
C24H29FN402
424.51 g/mol
31
12

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility

ci

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

Water Solubility
-4.46

1.48¢-02 mg/mi ; 3.48e-05 mol/
Moderately soluble

-4.80

6.69€-03 mg/m ; 1.58¢-05 mol/
Moderately soluble

6.42

1.63¢-04 mg/ml ; 3.84e-07 moll
Poorly soluble
Pharmacokinetics

High

Gatrointestinal absorption: according to the white of the BOILED-Egg

CYP1A2 inhibitor &
CYP2C19 inhibitor

No

a5

fm e | B0
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|1 KoY Water Solubility
’ Log S (ESOL) 478
Solubility 7.79e-03 mg/ml ; 1.64e-05 mol/l
Class Moderately soluble

Log S (Ali) 5.10
Solubility 3.73e-03 mg/ml ; 7.85e-06 mol/l

Class Moderately soluble

Log S (SILICOS-IT) -7.87
Solubility 6.46e-06 mg/ml ; 1.36e-08 mol/l
Class Poorly soluble
INSOLU
Pharmacokinetics

N#Cc1ccee(c1)C(=0)N1CCN(CC1)Celcec(cc1)NS(=0) Gl absorption High
(=O)c1cec(ce1)C

Physicochemical Properties
Formula C26H26N403S
Molecular weight 474.57 g/mol
Num. heavy atoms
Num. arom. heavy atoms CYP2C9 inhibitor

AVDONA inhikitar

SMILES
BBB permeant No

P-gp substrate No
CYP1A2 inhibitor No
CYP2C19 inhibitor

L Type here to search i 9 3 = & dx ENG




