Table. Molecular formula, result of docking score, rerant score, and hydrogen bonding of the compounds of training and test sets

	S/NO
	Molecular Formula
	MolDock Score

	Rerank Score

	HBond


	1
	


	-92.3938

	-65.1625

	-0.81


	2
	

	-104.259

	-81.9924

	-1.16089


	3
	

	-102.39

	-81.3547

	-3.38854


	4
	

	-111.153

	-80.5755

	-0.12908


	5
	

	-104.875

	-77.8288

	-2.67389


	6
	

	-110.036

	-80.12

	-4.18028


	7
	

	-115.119

	-85.1844

	-5.86466


	8
	

	-108.903

	-81.9326

	-4.96083


	9
	

	-105.777

	-74.0643

	-4.62174


	10
	

	-127.962

	-74.847

	-3.01571


	11
	

	-127.455

	-43.207

	-0.72231


	12
	

	-123.452

	-100.48

	-3.64766


	13
	

	-128.599

	-97.648

	-1.95151


	14
	

	-143.161

	-108.273

	-3.32638


	15
	

	-129.35

	-99.9644

	-2.9271


	16
	

	-182.147

	-94.698

	-3.54515


	17
	

	-103.627

	-79.2048

	-1.94366


	18
	

	-105.682

	-89.7712

	-2.89784


	19
	

	-116.531

	-96.3835

	-1.50164


	20
	

	-118.806

	-98.6628

	-1.08144


	21
	

	-119.894

	-98.7162

	-1.11093


	22
	

	-113.926

	-90.7187

	0.0


	23
	

	-112.98

	-88.5632

	-2.93269


	24
	

	-114.301

	-89.1117

	-2.19215


	25
	

	-105.213

	-87.5744

	0.0


	26
	

	-110.233

	-88.6303

	-2.59696


	27
	

	-112.282

	-84.609

	-2.79731


	28
	

	-105.558

	-87.6657

	0.0


	29
	

	-109.459

	-91.1739

	-1.85301


	30
	

	-103.401

	-79.2553

	-1.1746


	31
	

	-107.47

	-87.9634

	-0.09051


	32
	

	-145.758

	-114.011

	-2.34044


	33
	

	-141.415

	-85.0203

	-6.49486
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