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Supplementary Table 3.1: Chemical structures and physicochemical properties of repurposed drugs in clinical trials.

Drug Name 2D Structure CID Weight | TPSA logP(o/w) | logS

Paracetamol/Acetaminophen 1983 151.17 | 49.33 0.89 -1.23

Information Classification: General



Rosiglitazone

77999

357.43

71.53

2.62

-4.00

Niclosamide

4477

327.12

95.15

3.74

-5.25

Information Classification: General




Fenofibrate

3339

360.84

52.60

5.16

-5.96

Nelfinavir
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64143

567.80

101.90

5.36

-7.39

Information Classification: General




Azithromycin

447043

749.00

180.08

3.43

-3.69

Tigecycline
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54686904

585.66

205.76

-0.26

-3.41

Information Classification: General




Linezolid

Pranlukast

441401

71.11 0.37

-2.40

4887

119.09 | 4.61

-6.90

Information Classification: General




Olaparib

23725625

434.47

82.08

2.53

-4.88

Salirasib
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5469318

358.55

37.30

4.72

-7.24

Information Classification: General




Nilotinib

644241

529.53

97.62

4.34

-7.47

Propranolol

4946

259.35

41.49

2.92

-3.53

Information Classification: General




Agomelatine

82148

243.31

38.33

2.63

-3.53

Metformin

4091

129.17

91.49

-0.44

-0.23

Information Classification: General




Manidipine dihydrochloride 150762 610.71 | 116.93 |5.71 -7.47

Cl-H

Cl-H

Digoxin 2724385 780.95 | 203.06 | 3.32 -5.67

Information Classification: General



Isradipine

3784

371.39

103.55

291

-4.31

Ibuprofen

3672

206.29

37.30

3.61

-3.64

Information Classification: General




Imatinib

5291

493.62

86.28

2.83

-5.70

Quinacrine Hydrochloride

Cl-H

6239

399.97

37.39

5.71

-5.68

Information Classification: General




Pyronaridine tetraphosphate 156867 518.06 | 73.75 6.01 -5.73
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Dantrolene 6914273 314.26 |120.73 | 1.86 -4.98
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Information Classification: General



Disulfiram with copper

3117

296.55

70.66

3.32

-6.18

Carvedilol

2585

406.48

75.74

3.97

-5.03

Information Classification: General




Dexmedetomidine

5311068

200.29

28.68

2.61

-3.09

Prazosin
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-4.53

Information Classification: General




Famotidine 5702160 337.45 |175.83 | -0.85 -2.89
o & Hoy"
N- L S 7 H
R N QP N
HN N H
Alpha-lipoic acid 864 206.33 | 37.30 2.93 -2.52
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Information Classification: General




Simvastatin 54454 418.57 | 72.83 4.42 -4.43
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Pramipexole 119570 211.33 | 50.94 1.35 -1.60
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Information Classification: General




Atomoxetine

54841

255.36

21.26

4.12

-3.33

Zoledronic Acid

68740

272.09

153.11

-3.65

1.55

Information Classification: General




Nicorandil - 47528 211.18 | 97.04 |0.01 117
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Information Classification: General




Enzalutamide 15951529 464.44 | 108.53 | 3.78 -7.55
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Omeprazole 4594 345.42 | 96.31 1.32 -3.78
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Information Classification: General




Penfluridol

33630

523.97

23.47

8.25

-8.18

Isotretinoin

5282379

300.44

37.30

4.63

-7.60

Information Classification: General




Doxycycline 54671203 444,44 | 181.62 | -0.83 -2.64
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Information Classification: General




Eltrombopag

135449332

442.48

114.59

5.78

-6.82

Masitinib

10074640

498.65

73.39

3.82

-5.66

Information Classification: General




Remdesivir

121304016

602.58

203.01

1.75

-5.17

Chloroquine

2719

319.88

28.16

4.28

-3.78

Information Classification: General




Hydroxychloroquine H 3652 335.88 | 48.39 3.25 -3.26
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Fluvoxamine 5324346 318.34 | 56.84 3.23 -3.09

Information Classification: General




