Table S1 Drug-like compounds, in-silico pharmacokinetics and toxicological analysis of ZINC database retrieved compounds

Descriptor ZINC000000864920 ZINC000001761773 ZINC000004051748 ZINC000004139441 ZINC000004280063 ZINC000004706789 ZINC000004902971 ZINC! 68 ZINC ZINC000012528461 ZINC000012947980 ZINC000019593876 ZINC000029531980

Molecular 389.407 373.405 385.445 329.4 334416 364.405 359.357 356.422 395.459 396.447 373.365 398.416 363.418

Weight

LogP 5.43754 4.4384 4.28002 2.06574 2.8409 3.95832 3.13122 2.61772 3.09902 250172 221792 0.6084 0.7304

#Rotatable 6 9 7 7 11 6 4 9 9 5 6 9 7

Bonds

#Acceptors 5 5 6 4 4 5 5 4 4 5 8 9 6

#Donors 0 1 3 4 3 3 1 3 4 1 2 1 2

Surface 167.46 157.244 160.179 141.193 142.189 156.487 149.076 152.739 168.629 168.813 154.881 162.082 151.825

Area

Absorption ‘Water -6.427 -5.042 -4.081 -1.961 297 -4.988 -5.045 -3.526 -3.355 -4.501 -3.193 -3.529 -3.527
solubility

Absorption Intestinal 98.119 72.858 67.455 91.635 54.43 86.652 95.062 94.95 57.314 82.679 80.96 68.623 67.278
absorption
(human)

Absorption Skin 2723 2,673 2735 2735 2.699 2844 2,683 2735 2735 2741 2782 2.908 2.838
Permeability

Distribution 'VDss (human) -0.217 -1.196 -0.959 -0.464 -0.227 0.492 0.188 -0.945 -0.779 0.272 0.312 -0.438 0.413

Distribution BBB -0.694 -0.821 -0.988 -0.906 -1.138 -0.676 -0.836 -1.032 -1.216 -0.748 -0.459 -1.159 -0.841
permeability

Distribution CNS -1.84 -2.43 -2.207 -3.413 -3.048 -2.218 -2.272 -2.817 -2.741 -2.441 -2.709 -3.498 -3.181
permeability

Metabolism CYP2D6 No No No Yes No No No Yes Yes No No No No
substrate

Metabolism CYP3A4 Yes No No No No Yes Yes No No Yes Yes Yes Yes
substrate

Metabolism CYP1A2 No No No No No Yes Yes No No Yes No No No
inhibitor

Metabolism CYP2C19 Yes No No No No Yes Yes No No Yes No No No
inhibitor

Metabolism CYP2C9 Yes No Yes No No Yes Yes No No Yes No No No
inhibitor

Metabolism CYP2D6 No No No No No No No No No No No No No
inhibitor

Metabolism CYP3A4 No No No No No Yes Yes No No Yes No No No
inhibitor

Excretion Total 0.301 0.67 0.054 0.729 0.905 0.268 0.201 0.813 1.028 0.561 0.571 0.263 0.615
Clearance

Toxicity Oral Rat 2.783 2.169 2.074 2.223 2.323 2.732 2.476 2.707 2.488 2.487 3.446 2.991 2.485
Acute Toxicity
(LD50)

Toxicity Hepatotoxicity No No Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes




Toxicity

Skin
Sensitisation

No

No

No

No

No

No

No

No

No

No

No

No

No

Table S2 Drug-like compounds, in-silico pharmacokinetics and toxicological analysis of FDA-approved database retrieved compounds

Descr 81- | Gluta | Fol | Prav | Vals | Maso | Penta | Hype | Erythr | Fluni | Bicalu | Anidul | Felyp | Aden Azithr | Bleo | Mup | Carbo Aca | Dirithr | Log
iptor 27- | thion | ic astati | arta | proco | gstri rosid omyci | solid | tamid afungi | ressi osine omyci | myci | iroci | prost rbos | omyci ani
6 e aci n n 1 n e n el e n|n tripho | n n n Trome | e n n
d sphat thamin
e e
Mole 862 | 307.3 | 445 | 4245 | 439. | 3023 | 7679 | 4643 | 73393 | 4345 | 43037 | 11463 1040. | 513.2 748.99 | 1425 | 500.6 | 368.51 645. | 835.08 | 390.
cular 74 | 28 43 | 34 56 7 06 79 7 04 9 02 24 3 6 .656 29 4 608 6 385
Weig 6 6
ht
LogP - - - 2440 | 3.09 | 3566 | 1.377 | - 1.7856 | 2.274 | 2.8795 | -1.4543 | - - 1.9007 | - 2.592 | 3.433 - 22017 | -
1.0 | 2206 | 16 | 4 72 4 7 0.538 7 8 4.034 | 3.756 114 5 8.56 2.15
956 | 1 887 9 7 7 353 45 08
#Rota 9 9 9 10 10 5 22 4 7 2 5 14 19 8 7 35 16 12 9 12 4
table
Bond
s
#Acce 18 6 9 6 6 4 9 12 14 6 5 17 15 14 14 32 8 4 19 16 10
ptors
#Don 12 6 9 4 5 4 8 8 5 2 2 14 12 10 5 25 4 4 14 5 5
ors
Surfa 347 | 119.8 | 181 | 1779 | 188. 129.8 | 317.0 | 183.9 | 303.59 | 181.0 | 162.86 | 474.78 | 423.6 | 1739 311.55 | 563. 208.0 | 156.99 250. | 346.34 | 155.
ce 7 | 53 .65 | 91 849 55 24 01 5 29 4 1 16 34 8 502 02 2 228 9 458
Area 9 8
Abso | Water | - - - - - - - - -4.035 - -4.815 | -2.89 - -1.22 -3.612 | - - -3.121 - -3.886 -
rptio solubili | 2.8 | 2.891 | 2.8 | 2,511 | 3.16 | 3.028 | 2.901 | 3.049 4.746 2.892 2.89 3.433 1.78 1.98
n ty 92 11 2 1 5
Abso | Intesti | 0 0 0 36.69 | 47.0 | 91.27 | 18.09 | 35.32 | 39.212 | 100 73.005 | 6.215 0 0 30.584 | 0 37.35 | 47.595 0 39.493 | 335
rptio nal 9 9 4 8 7 5
n absorp
tion
(huma
n)
Abso | Skin - - - - - - - - -2.747 | - -2.935 | -2.735 - -2.735 | 2737 | - - -2.731 - -2.735 -
rptio | Perme | 2.7 | 2735 | 2.7 | 2735 | 2.73 | 27737 | 2.735 | 2.735 3.929 2.735 2.73 2.735 2.73 2.75
n ability | 35 35 5 5 5 7
Distri | VDss - - - - - 0237 | - - 0 - -0.521 | -0.796 - -0.414 | 0.616 - - -1.323 - 0.068 0.34
butio | (huma | 0.1 0.341 12 1224 | 1.61 0312 | 0.056 0.075 1.004 0.51 1.093 0.77
n n) 15 4 5 5 5
Distri | BBB - - - - - -098 | - - -2.003 - -0.935 | -3.086 - -3.564 | -1.956 | - - -1.093 - -1.96 -
butio | perme | 3.2 1.721 | 22 1442 | 1.75 2.844 | 1.769 0.603 2.888 5.02 1.622 2.71 1.21
n ability | 57 5 8 6 2




Distri | CNS - - - - - - - - -4.048 - -2.479 | -5.832 -5.7 -7.308 | -3.983 - - -3.047 - -3.78 -
butio | perme 6.1 4.625 | 4.7 3.858 | 343 2.387 | 4311 5.027 3.117 9.78 3.654 8.20 441
n ability 2 47 9 3 3 4
Meta CYP2 No Yes Yes | Yes Yes No Yes No No No No No No No No No No No No No No
bolis D6
m substr
ate
Meta CYP3 No No Yes | No Yes No Yes No Yes Yes Yes Yes Yes No No No Yes Yes No Yes No
bolis A4
m substr
ate
Meta CYP1 No No No No No Yes No No No No No No No No No No No No No No No
bolis A2
m inhibit
or
Meta CYP2 No No No No No Yes No No No No Yes No No No No No No No No No No
bolis C19
m inhibit
or
Meta CYP2 No No No No No Yes No No No No No No No No No No No No No No No
bolis Cc9
m inhibit
or
Meta CYP2 No No No No No Yes No No No No No No No No No No No No No No No
bolis D6
m inhibit
or
Meta CYP3 No No No No No No No No No No Yes No No No No No No No No No No
bolis A4
m inhibit
or
Excre | Total - - 0.2 1.258 | 1.28 0.054 | 0.005 | 0.638 | -0.31 0.374 | 0.496 -0.01 - -0.623 | -0.415 0.69 1.43 1.648 0.52 | -0.073 1.32
tion Cleara | 1.0 0.031 54 9 0.776 1 4
nce 07
Toxic | Oral 24 2416 | 2.3 2.102 | 2.95 1.894 | 2.66 2.812 | 2.74 2.766 | 2.145 2.482 2488 | 3.137 3.433 2.48 2.326 | 3.148 246 | 2.99 2.56
ity Rat 82 75 7 2 8 2
Acute
Toxicit
y
(LD50)
Toxic | Oral 6.1 1.784 | 4.7 2.599 | 1.79 1.871 | 4.083 | 3.183 | 1.829 1.747 | 1.778 8.17 4797 | 5.884 2.252 4.84 2.906 | 0.897 7.23 1.447 3.50
ity Rat 18 2 3 4
Chroni
c
Toxicit
y
(LOA

EL)




Toxic | Hepato | No No Yes | No Yes No Yes No Yes No Yes Yes Yes No Yes Yes No No No Yes No
ity toxicit

y
Toxic | Skin No No No No No No No No No No No No No No No No No No No No No
ity Sensiti

sation




