Table S3. Melting point, CLogP, KLog P, and estimated in silico solubility parameters for 185 drugs.
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a?j;:l’;r 22.9 300 165 286.33 0.81 11.57 10 012 121937378 10 0.12 0.99
acec'é’fena 0.01 100 1495  354.19 4.74 0 0.01 40  0.00177217 0.1 40 3.05
ace;s;'no 0.1 1000 169.7  151.16 0.49 11.47 10 0.4 13.449523 10 04 0.7
acyclovir 1 800 256.7  225.2 2.42 1910.9 1000 0 16286.8984 1000 00032  -1.03
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glipizide
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othiazide
ibuprofen
imatinib
mesylate
imidapril
hydrochlori
de
indapamid
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0.11

0.04

0
144.65

0

0.58

0.03

100
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0.32972866
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126.5

229.26

179.2

285.3
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0.3

0.1
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0.01

10

10
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293.36
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149.21
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0.03

25.75

859.41

100
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0.01
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416.51

314.41

244.2

269.34

357.43

474.59

418.56

416.58

224.21

-0.68

-4.26

-0.35

6.86

1.54
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tacrolimus
taltirelin
hydrate
tamoxifen
citrate
tegafur

telmisartan

temocapril
hydrochlori
de

tenofovir
disoproxil
fumarate
terazosin
hydrochlori
de
terbinafine

hydrochlori
de
theophyllin
e

0.01

0.01

0.1

100

0.01
33

0.01
10

0.01

0.1

13.4

100

500

400

375

100

20
200
80

300

5

250

300

254

167

190

170

128
73.5

97
164.5

262

168

279

273.3

120.5

272

250.28

253.28

594.66

29541

804.02

405.41

371.51
200.17

514.62

476.62

287.21

387.43

291.43

180.16

0.1

0.56

1.74

0.74

5.78

-1.42

6.82
-0.07

7.29

2.1

0.8

2.18

5.96

-0.03

6.82

17.39

1.6

12.51

0

22399.82

62.07

0.92

0.88

0.06

4.39

10

10

0.01
1000

0.01
33

0.01

0.1

0.1

0.01

0.01

0.16

1.5

0.04

0.02
32

0.16

12

100

1.2

54.6633378

19.1809846

2.97535456

14.7807065

0.00036689

2932.00331

1.5461E-05
64.6649564

7.257E-06

1.0409797

12.5161153

0.70382266

8.7863E-05

53.0796894

33

10

10

0.01

1000

0.01
33

0.01

10

0.1

0.01

33

0.06060606

0.16

1.5

0.04

2

0.00002

8
0.02424242

32

0.016

0.12

0.2

100

0.03636364

0.28

0.14

0.74

1.52

4.69

-0.42

5.46
-0.17

5.78

2.94

-2.37

1.14

4.71

-0.49



topiramate
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in silico

in silico
solubility lowest

N in silico (mg/mL)  solubility, insilico dose
solubility lowest
. dose based on KLogP and number,KLogP
(mg/mL) solubility
mber, KLogPand average and average
based on (KLogP) ] ) >
KLogP KlogP average melting melting point
& melting point
point
7.62 1 1.2 8.05632269 1 1.2
0.12 0.1 4 0.08679732 0.01 40
7.11 1 4 8.29290868 1 4
78.1 33 0.1 663.496118 100 0.032
2.22 1 1.6 6.3543733 1 1.6
34.03 33 0.01 7.23482321 1 0.4
0.01 0.01 0.8 0.02684758 0.01 0.8
40.49 33 0 240.048295 100 0.0002
1.85 1 0 0.29287729 0.1 0.04
491 1 04 3.42536137 1 0.4
0.99 0.1 0.04  0.33168322 0.1 0.04
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0.02
0.07

0.03
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86.61

0.27

0.01

255.74

0.78

0.25

0.03
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0.02759191
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1.07
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