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Table S1. List of selected 62 compounds from VLS (Identified hits’ data shown in bold)
	Compound
	Mol. Weight
	ZINC id
	Vendor
	Vendor ID
	Purity (≥ %)
	VLS model
	Distance CHEMBL
	Closest CHEMBL

	1
	248.1
	ZINC000646611107
	Enamine
	Z2228498436
	90
	MT1
	0.40
	CHEMBL124577

	2
	231.1
	ZINC000681274710
	Enamine
	Z1725992474
	95
	MT1
	0.51
	CHEMBL1823016

	3
	242.1
	ZINC000546578797
	Enamine
	Z1687515356
	95
	MT1
	0.58
	CHEMBL8200

	4
	241.1
	ZINC000298429656
	Enamine
	Z2333538374
	90
	MT1
	0.46
	CHEMBL54262

	5
	249.1
	ZINC000289053784
	Enamine
	Z2161843026
	95
	MT1 / MT2
	0.47
	CHEMBL50311

	6
	236.1
	ZINC000276156141
	Enamine
	Z2252522873
	95
	MT1
	0.39
	CHEMBL127596

	7
	220.1
	ZINC000258964556
	Enamine
	Z1551725861
	90
	MT1
	0.31
	CHEMBL127596

	8
	241.1
	ZINC000533004080
	Enamine
	Z1480824591
	90
	MT1
	0.58
	CHEMBL1823015

	9
	234.1
	ZINC000664235904
	Enamine
	Z2614615475
	95
	MT1
	0.69
	CHEMBL1760945

	10
	226.1
	ZINC000227309310
	Enamine
	Z1627633848
	95
	MT1
	0.53
	CHEMBL139497

	11
	219.1
	ZINC000336355552
	Enamine
	Z804762324
	90
	MT1
	0.41
	CHEMBL137969

	12
	222.1
	ZINC000413601342
	Enamine
	Z2348423828
	95
	MT1
	0.53
	CHEMBL139497

	13
	192.1
	ZINC000647635198
	Enamine
	Z2445988651
	95
	MT1
	0.61
	CHEMBL60001

	14
	239.1
	ZINC000090284709
	Enamine
	Z1981813878
	95
	MT1
	0.43
	CHEMBL1092047

	15
	202.1
	ZINC000163280593
	Enamine
	Z1618072048
	95
	MT1
	0.62
	CHEMBL395437

	16
	245.1
	ZINC000048543543
	Enamine
	Z640201342
	95
	MT1
	0.58
	CHEMBL8094

	17
	233.1
	ZINC000185901046
	Enamine
	Z1729375648
	95
	MT1
	0.51
	CHEMBL4105125

	18
	235.1
	ZINC000646561028
	Enamine
	Z2228267762
	95
	MT1
	0.39
	CHEMBL8032

	19
	247.1
	ZINC000684533317
	Enamine
	Z1955032980
	95
	MT2
	0.63
	CHEMBL216158

	20
	241.1
	ZINC000086778271
	Enamine
	Z1343343581
	95
	MT2
	0.58
	CHEMBL139497

	21
	224.1
	ZINC000574396478
	Enamine
	Z2434357410
	95
	MT2
	0.50
	CHEMBL237236

	22
	236.1
	ZINC000635555148
	Enamine
	Z2799987596
	95
	MT2
	0.24
	CHEMBL297947

	23
	248.1
	ZINC000636043315
	Enamine
	Z2801662476
	95
	MT2
	0.22
	CHEMBL301083

	24
	233.1
	ZINC000571358399
	Enamine
	Z2143496175
	95
	MT2
	0.65
	CHEMBL1091894

	25
	231.1
	ZINC000425262799
	Enamine
	Z2409717456
	95
	MT2
	0.60
	CHEMBL268165

	26
	249.1
	ZINC000685911113
	Enamine
	Z2179535626
	95
	MT1 / MT2
	0.61
	CHEMBL1091894

	27
	232.1
	ZINC000450719435
	Enamine
	Z2273688472
	95
	MT2
	0.66
	CHEMBL1760947

	28
	233.1
	ZINC000000290474
	Enamine
	Z1196462057
	95
	MT2
	0.05
	CHEMBL137949

	29
	248.2
	ZINC000624768199
	Enamine
	Z2701721005
	95
	MT2
	0.43
	CHEMBL139497

	30
	241.1
	ZINC000335753637
	Enamine
	Z1959154430
	95
	MT2
	0.69
	CHEMBL4087265

	31
	232.1
	ZINC000177805562
	Enamine
	Z1337812751
	95
	MT2
	0.53
	CHEMBL395437

	32
	245.1
	ZINC000337312179
	Enamine
	Z1499411301
	95
	MT2
	0.50
	CHEMBL219127

	33
	245.1
	ZINC000338047573
	Enamine
	Z1005838414
	95
	MT2
	0.55
	CHEMBL336960

	34
	228.1
	ZINC000007069489
	Enamine
	Z108630396
	95
	MT2
	0.52
	CHEMBL268165

	35
	233.1
	ZINC000292733495
	Enamine
	Z2212371816
	95
	MT2
	0.56
	CHEMBL3580913

	36
	237.1
	ZINC000074859414
	Enamine
	Z1203061587
	95
	MT2
	0.51
	CHEMBL1823017

	37
	245.1
	ZINC000265572185
	Enamine
	Z1230796252
	95
	MT2
	0.57
	CHEMBL3580913

	38
	246.1
	ZINC000020354491
	MolPort
	MolPort-000-900-380
	90
	MT1 / MT2
	0.64
	CHEMBL64664

	39
	223.1
	ZINC000049538518
	MolPort
	MolPort-009-652-706
	90
	MT1 / MT2
	0.70
	CHEMBL376693

	40
	242.1
	ZINC000073658806
	MolPort
	MolPort-021-780-191
	95
	MT1
	0.63
	CHEMBL329979

	41
	234.1
	ZINC000072323996
	MolPort
	MolPort-019-952-828
	90
	MT1 / MT2
	0.69
	CHEMBL237840

	42
	247.1
	ZINC000002528737
	MolPort
	MolPort-002-498-254
	90
	MT1
	0.59
	CHEMBL1093457

	43
	239.1
	ZINC000000273619
	MolPort
	MolPort-000-510-506
	90
	MT1
	0.60
	CHEMBL273624

	44
	247.1
	ZINC000001452754
	MolPort
	MolPort-003-861-713
	95
	MT1 / MT2
	0.59
	CHEMBL395437

	45
	232.1
	ZINC000000087930
	MolPort
	MolPort-000-933-891
	90
	MT1
	0.59
	CHEMBL140785

	46
	222.1
	ZINC000000154679
	MolPort
	MolPort-001-572-860
	95
	MT1
	0.33
	CHEMBL54198

	47
	248.0
	ZINC000002508551
	MolPort
	MolPort-002-881-836
	90
	MT1 / MT2
	0.60
	CHEMBL288562

	48
	227.1
	ZINC000000274667
	MolPort
	MolPort-001-969-774
	90
	MT1
	0.60
	CHEMBL14635

	49
	248.1
	ZINC000020354470
	MolPort
	MolPort-000-900-367
	90
	MT1 / MT2
	0.60
	CHEMBL395437

	50
	218.1
	ZINC000020354460
	MolPort
	MolPort-000-900-362
	90
	MT1 / MT2
	0.69
	CHEMBL237840

	51
	236.1
	ZINC000020354478
	MolPort
	MolPort-000-900-371
	90
	MT1 / MT2
	0.69
	CHEMBL235328

	52
	231.1
	ZINC000000140934
	MolPort
	MolPort-002-713-448
	90
	MT2
	0.69
	CHEMBL96173

	53
	242.1
	ZINC000005773134
	MolPort
	MolPort-000-773-637
	90
	MT2
	0.69
	CHEMBL243002

	54
	220.1
	ZINC000000530046
	MolPort
	MolPort-000-928-790
	90
	MT2
	0.43
	CHEMBL390944

	55
	216.1
	ZINC000052508006
	MolPort
	MolPort-009-196-070
	95
	MT1 / MT2
	0.55
	CHEMBL1092647

	56
	245.1
	ZINC000004754067
	MolPort
	MolPort-002-740-778
	90
	MT2
	0.63
	CHEMBL8200

	57
	232.1
	ZINC000006584926
	MolPort
	MolPort-023-197-616
	95
	MT2
	0.53
	CHEMBL125081

	58
	232.1
	ZINC000000419982
	MolPort
	MolPort-001-987-293
	90
	MT1 / MT2
	0.45
	CHEMBL8094

	59
	245.1
	ZINC000018137901
	ChemBridge
	5730112
	90
	MT2
	0.57
	CHEMBL376693

	60
	231.1
	ZINC000001287292
	ChemBridge
	9026858
	90
	MT1 / MT2
	0.64
	CHEMBL215252

	61
	231.1
	ZINC000000205968
	ChemBridge
	7702622
	90
	MT2
	0.68
	CHEMBL376693

	62
	247.1
	ZINC000002879048
	ChemBridge
	7964675
	90
	MT1 / MT2
	0.64
	CHEMBL218808
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