	
	Hit compounds
	Vina affinity
(kcal/mol)
	Categories

	1
	Arformoterol
	-10.2
	Adrenergic Agents

	2
	Formoterol
	-10.2
	Adrenergic Agents

	3
	Pazopanib
	-10.1
	Kinase inhibitor

	4
	Celecoxib
	-10.1
	Anti-inflammatory Agents

	5
	Piroxicam
	-10.1
	Anti-inflammatory Agents

	6
	Sildnafil
	-10.1
	Cardiovascular Agents

	7
	Torasemide
	-10.1
	Cardiovascular Agents

	8
	Olmesartan
	-10.0
	Agents Causing Hyperkalemia

	9
	Carteolol
	-10.0
	Adrenergic Agents

	10
	Acebutolol
	-10.0
	Adrenergic Agents

	11
	Bendroflumethiazide
	-9.9
	Cardiovascular Agents

	12
	Folic acid
	-9.9
	Biological Factors

	13
	Eszopiclone
	-9.9
	CNS Agents

	14
	Repaglinide
	-9.9
	Blood glucose lowering agents

	15
	Olodaterol
	-9.8
	Adrenergic agents

	16
	Nevirapine
	-9.8
	Anti-Infective Agents

	17
	Sulfisoxazole
	-9.8
	Anti-Infective Agents

	18
	Grepafloxacin
	-9.8
	Anti-Infective Agents

	19
	Sulfadiazine
	-9.8
	Anti-Infective Agents

	20
	Triamterene
	-9.8
	Agents causing hyperkalemia

	21
	Moxifloxacin
	-9.8
	Anti-Infective Agents

	22
	Ciprofloxacin
	-9.7
	Anti-Infective Agents

	23
	Metolazone
	-9.7
	Cardiovascular Agents

	24
	Dihydroergotamine
	-9.7
	Cardiovascular Agents

	25
	Pefloxacin
	-9.7
	Anti-Infective Agents

	26
	Enoxacin
	-9.7
	Anti-Infective Agents

	27
	Droperidol
	-9.7
	Adrenergic Antagonists

	28
	Cabergoline
	-9.7
	CNS Agents

	29
	Triflupromazine
	-9.7
	CNS Agents

	30
	Albendazole
	-9.6
	Anti-Infective Agents

	31
	Methysergide
	-9.6
	Cardiovascular Agents

	32
	Thiethylperazine
	-9.6
	CNS Agents

	33
	Methyclothiazide
	-9.6
	Cardiovascular Agents

	34
	Etomidate
	-9.6
	Adrenergic Agonists

	35
	Hydrocodone
	-9.6
	CNS Agents

	36
	Hydromorphone
	-9.6
	CNS Agents

	37
	Cefmenoxime
	-9.5
	Anti-Infective Agents

	38
	Riboflavin
	-9.5
	Biological Factors

	39
	Ceftazidime
	-9.5
	Anti-Infective Agents

	40
	Zolmitriptan
	-9.5
	Antidepressive Agents

	41
	Acetohexamide
	-9.5
	Blood Glucose Lowering Agents

	42
	Oxycodone
	-9.5
	CNS Agents

	43
	Oxymorphone
	-9.5
	CNS Agents

	44
	Naltrexone
	-9.4
	CNS Agents

	45
	Naloxone
	-9.4
	CNS Agents

	46
	Codeine
	-9.4
	CNS Agents

	47
	Midodrine
	-9.4
	Adrenergic Agents

	48
	Nalbuphine
	-9.4
	CNS Agents

	49
	Dihydrocodeine
	-9.3
	CNS Agents

	50
	Buprenorphine
	-9.3
	CNS Agents

	51
	Isoetarine
	-9.3
	CNS Agents

	52
	Morphine 
	-9.2
	CNS Agents

	53
	Methoxamine
	-9.2
	Adrenergic Agents

	54
	Nadolol
	-9.2
	Adrenergic Agents

	55
	Rosinglitazone
	-9.2
	Blood glucose lowering agents

	56
	Levobunolol
	-9.2
	Agents Causing Hyperkalemia

	57
	Proparacaine
	[bookmark: _GoBack]-9.2
	CNS Agents

	58
	Aripiprazole
	-9.1
	CNS Agents

	59
	Butorphanol
	-9.1
	-

	60
	Diltiazem
	-9.1
	Agents Causing Hyperkalemia

	61
	Diamorphine
	-9.1
	CNS Agents

	62
	Tigecycline
	-9.1
	Anti-infective Agents

	63
	Pyrimethamine
	-9.1
	Anti-infective Agents

	64
	Trimethobenzamide
	-9.1
	Autonomic Agents

	65
	Dipivefrin
	-9.1
	Adrenergic Agents

	66
	Thiamine
	-9.1
	Pyrimidines

	67
	Erlotinib
	-9.1
	Antineoplastic Agents

	68
	Verapamil
	-9.0
	Adrenergic Antagonists

	69
	Gefitinib
	-9.0
	Antineoplastic Agents

	70
	Methoxamine
	-9.0
	Adrenergic Agents

	71
	Fenoperofen
	-9.0
	Agents Causing Hyperkalemia

	72
	Midodrine
	-9.0
	Adrenergic Agents

	73
	Astemizole
	-9.0
	Anti-allergic Agents

	74
	Alfuzosin
	-9.0
	Adrenergic Agents

	75
	Tamsulosin
	-9.0
	Adrenergic Agents

	76
	Prazosin
	-9.0
	Adrenergic Antagonists

	77
	Tramadol
	-9.0
	CNS Agents

	78
	Masoprocol
	-8.9
	Anti-inflammatory Agents

	79
	Doxazosin
	-8.9
	Adrenergic Agents

	80
	Zafirlukast
	-8.9
	Anti-asthmatic agents

	81
	Indometacin
	-8.9
	CNS Agents

	82
	Triamterene
	-8.8
	Agents Causing Hyperkalemia

	83
	Apomorphine
	-8.8
	Anti-depressive Agents

	84
	Mirtazapine
	-8.8
	Adrenergic Agents

	85
	Mebendazole
	-8.8
	Anti-infective agents

	86
	Methotrexate
	-8.8
	Abortifacient Agents

	87
	Fluorescein
	-8.8
	Coloring agents

	88
	Levallorphan
	-8.7
	-

	89
	Venlafaxine
	-8.7
	Anti-depressive Agents

	90
	Moexipril
	-8.7
	Agents Causing Hyperkalemia

	91
	Dofetilife
	-8.7
	Cardiovascular Agents

	92
	Etoposide
	-8.7
	Antineoplastic Agents

	93
	Bosentan
	-8.7
	Cardiovascular Agents

	94
	Atenolol
	-8.7
	Adrenergic Agents

	95
	Dyclonine
	-8.7
	CNS Agents

	96
	Tamoxifen
	-8.7
	Anti-estrogens

	97
	Tolcapone
	-8.7
	CNS Agents

	98
	Treprostinil
	-8.7
	Biological Factors

	99
	Raloxifen
	-8.7
	Benzene Derivatives

	100
	Tolnaftate
	-8.7
	Anti-infective agents

	101
	6DR
	-8.7
	DfrA1 inhibitor

	102
	Trimethoprim
	-5.1
	DHFR inhibitor



