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Table S1. Top 50 compounds against PDK3 from a library of 3763 FDA-approved compounds.
	S. No.
	Name of the ligand
	Binding Free Energy (kcal/mol)
	pKi
	Ligand Efficiency (kcal/mol/non-H atom)

	1.
	Perflunafene
	-11.6
	8.51
	0.4143

	2.
	Canrenone
	-11.4
	8.36
	0.456

	3.
	Testolactone
	-11
	8.07
	0.5

	4.
	Mestanolone
	-11
	8.07
	0.5

	5.
	Dutasteride
	-11
	8.07
	0.2973

	6.
	Pimozide
	-11
	8.07
	0.3235

	7.
	Oxabolone
	-10.9
	7.99
	0.519

	8.
	Temoporfin
	-10.9
	7.99
	0.2096

	9.
	Lanreotide
	-10.9
	7.99
	0.1416

	10.
	Algestoneacetophenide
	-10.8
	7.92
	0.3273

	11.
	Tirilazad
	-10.8
	7.92
	0.2348

	12.
	Adapalene
	-10.7
	7.85
	0.3452

	13.
	Antrafenine
	-10.7
	7.85
	0.2548

	14.
	Bagrosin
	-10.6
	7.77
	0.4818

	15.
	Nandrolone
	-10.6
	7.77
	0.53

	16.
	Quinbolone
	-10.6
	7.77
	0.4077

	17.
	Vedaprofen
	-10.6
	7.77
	0.5048

	18.
	Oxymesterone
	-10.5
	7.7
	0.4565

	19.
	Nandrolonecyclotate
	-10.5
	7.7
	0.3387

	20.
	Dehydrocholicacid
	-10.5
	7.7
	0.3621

	21.
	Ulipristal
	-10.5
	7.7
	0.3

	22.
	Epitiostanol
	-10.4
	7.63
	0.4952

	23.
	Ethisterone
	-10.4
	7.63
	0.4522

	24.
	Abirateroneacetate
	-10.4
	7.63
	0.3586

	25.
	Fluorometholone
	-10.4
	7.63
	0.3852

	26.
	Mosapramine
	-10.4
	7.63
	0.3059

	27.
	Methenolone
	-10.3
	7.55
	0.4682

	28.
	Tadalafil
	-10.3
	7.55
	0.3552

	29.
	Etonogestrel
	-10.3
	7.55
	0.4292

	30.
	Bisoctrizole
	-10.3
	7.55
	0.2102

	31.
	Prasterone
	-10.2
	7.48
	0.4857

	32.
	Methandriol
	-10.2
	7.48
	0.4636

	33.
	Lumacaftor
	-10.2
	7.48
	0.3091

	34.
	Deptropine
	-10.1
	7.41
	0.404

	35.
	Gestodene
	-10.1
	7.41
	0.4391

	36.
	Bexarotene
	-10.1
	7.41
	0.3885

	37.
	Estradiolbenzoate
	-10.1
	7.41
	0.3607

	38.
	Nafamostat
	-10.1
	7.41
	0.3885

	39.
	Penfluridol
	-10.1
	7.41
	0.2806

	40.
	Lrengestone
	-9.9
	7.26
	0.4125

	41.
	Lomitapide
	-9.9
	7.26
	0.198

	42.
	Zotarolimus
	-9.7
	7.11
	0.1406

	43.
	Dydrogesterone
	-9.6
	7.04
	0.4174

	44.
	Androisoxazole
	-9.5
	6.97
	0.3958

	45.
	Pentagestrone
	-9.4
	6.89
	0.3241

	46.
	Nandrolonephenpropionate
	-9.4
	6.89
	0.3133

	47.
	Promegestone
	-9.2
	6.75
	0.3833

	48.
	Azelastine
	-9.2
	6.75
	0.3407

	49.
	Anidulafungin
	-9
	6.6
	0.1098

	50.
	Clostebolacetate
	-7.7
	5.65
	0.308




