	Table 5.  Molecular structures belonging to different chemical categories as well as their recorded f_avg_IC50 are presented, along with the values of selected molecular descriptors for each structure.  Compound *380 was the most active compound in our datasets.

	COMPOUNDS WITH HALOGEN-ACETAMIDE MOIETY (MARKED IN RED)
	

		compound*298
[image: A picture containing diagram

Description automatically generated]
	compound *380
[image: Diagram

Description automatically generated]
	compound 1146

[image: Diagram, polygon

Description automatically generated]
	compound 1507

[image: Diagram, engineering drawing, schematic

Description automatically generated]
	compound 740


[image: Shape, polygon

Description automatically generated]
	compound 1272

[image: Diagram

Description automatically generated]

	IC50: 0.52 uM
	IC50: 0.0027 uM
	IC50: 4.55 uM
	IC50: 10.56 uM
	IC50: 19.7uM
	IC50: 40.19 uM

	QUINOLONES

	compound 152[image: Diagram, schematic

Description automatically generated]
	compound 153

[image: Diagram, schematic

Description automatically generated]

	compound 171

[image: Diagram

Description automatically generated]

	compound 736

[image: Diagram, schematic

Description automatically generated]

	compound 297

[image: Diagram, schematic

Description automatically generated]

	compound 303

[image: Diagram, schematic

Description automatically generated]


	IC50: 0.87 uM
	IC50: : 4.68 uM
	IC50: : 15.82 uM
	IC50: : 10.62 uM
	IC50: : 99.5 uM
	IC50: : 99.5 uM

	3-AMINOPYRIDINE-LIKE COMPOUNDS

	compound *195
[image: Diagram

Description automatically generated]

	compound *466
[image: Diagram

Description automatically generated with low confidence]

	compound 576
[image: Diagram

Description automatically generated]
	compound 316
[image: Shape, polygon

Description automatically generated]

	compound 716
[image: Diagram

Description automatically generated]
	compound 417
[image: Diagram, schematic

Description automatically generated]


	IC50: : 0.026 uM
	IC50: : 0.087 uM
	IC50: : 99.5 uM
	IC50: : 0.28 uM
	IC50: : 38.77 uM
	IC50: : 99.5 uM




	
	
	
	
	
	
	
	
	
	
	
	
	
	

	ID
	MDEN.22
	MDEO.11
	BCUTw.1h
	ATSm1
	ATSm2
	MOMI.R
	tpsaEfficiency
	BCUTp.1h
	MDEC.22
	MDEN.23
	MDEC.33
	ATSp5
	IC50

	*298
	0
	1.21
	34.96
	55.14
	50.01
	8.69
	0.25
	13.39
	16.92
	0.57
	5.30
	4546.36
	0.52

	*380
	0.43
	0.80
	19.00
	44.40
	41.74
	9.06
	0.26
	11.57
	2.63
	0.72
	11.93
	3910.23
	0.0027

	1146
	0
	0.65
	34.97
	38.39
	33.59
	6.75
	0.21
	11.82
	9.85
	0
	0.66
	1958.31
	4.55

	1507
	0
	0.65
	34.97
	36.88
	33.01
	6.79
	0.21
	12.45
	10.90
	0
	1.31
	2422.96
	10.56

	740
	0
	0
	34.97
	28.57
	23.45
	7.38
	0.17
	9.46
	15.14
	0
	0.66
	1272.55
	19.7

	1272
	0
	0.43
	34.97
	42.24
	39.51
	8.37
	0.18
	11.41
	16.59
	0
	1.62
	2494.66
	40.19

	  152
	0.20
	0.20
	34.97
	40.31
	35.27
	9.31
	0.21
	10.90
	7.06
	0
	9.27
	2587.94
	0.87

	  153
	0
	0.20
	34.97
	39.12
	35.61
	9.35
	0.16
	11.23
	14.28
	0.32
	7.92
	3305.45
	4.68

	  171
	0
	0.51
	34.97
	38.12
	34.28
	8.60
	0.18
	10.97
	13.76
	0.32
	7.51
	3029.64
	15.82

	  736
	0.20
	0.20
	16.00
	29.82
	30.66
	9.28
	0.22
	11.00
	9.12
	0
	8.33
	2273.32
	10.62

	  297
	0.61
	0.20
	16.00
	28.40
	29.33
	8.28
	0.24
	10.52
	11.25
	0
	6.15
	2030.82
	99.5

	  303
	0
	0.20
	16.00
	29.82
	31.82
	8.64
	0.19
	10.72
	11.09
	0.20
	7.95
	2372.07
	99.5

	* 195
	0.33
	1.87
	34.97
	59.92
	59.63
	12.16
	0.24
	13.00
	16.31
	0.38
	9.36
	5566.92
	0.026

	* 466
	0.69
	0.72
	34.97
	45.24
	43.01
	8.42
	0.23
	13.40
	11.74
	0
	6.45
	4376.31
	0.087

	576
	0.47
	0.35
	34.97
	40.25
	36.14
	9.74
	0.25
	9.85
	8.75
	1.14
	7.71
	2396.42
	99.5

	316
	0
	0
	31.97
	36.98
	37.00
	8.65
	0.16
	11.52
	21.40
	0.28
	5.64
	3304.94
	0.28

	716
	0.89
	0
	16.00
	37.71
	41.38
	8.65
	0.19
	11.24
	24.31
	2.01
	6.02
	3575.34
	38.77

	417
	0
	0
	16.00
	30.27
	32.83
	8.90
	0.12
	11.26
	24.36
	0.20
	5.64
	2806.58
	99.5
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