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Figure S1. Procedure and rationale of designing Indole analogs followed by synthesis, characterization, and biological screening.
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figure S2. Blind docking poses for the validation of docking



Spectral data of synthesized compounds
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Figure S3. IH NMR Spectra of IND-24
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Figure S4. 'H NMR Spectra of IND-25
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Figure S5. "H NMR Spectra of IND-30
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Figure S7. '"H NMR Spectra of IND-40
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Figure S8. 'H NMR Spectra of IND-42



CNMR data

[oglezti—

[1e]lsooe—

[Ze]095—

[E] E5'Z0T—

[1] ev111
[£] B.EV.
[0e] €£bT T~
[9] zg'sti="
[92] n._m.o:t.\u
9 pa-ae

[£1] ba 821

A

L

Qamo.mﬁ
?m_mo.mﬁ
Es.oﬁ
Eﬁ E.amﬁ.\.
[52] oovéet

[p2] E6'ip1—

Qﬁﬁ.mﬂ
[z] S.hmﬁv

[61] 517991 —

[l e rar—

—OH

!

-l

L

‘NMR-IND24

-10

210 200 190 180 170 160 150 140 130 120 110 100 ad 80 70 a0 50 40 30 20 10
f1 (ppm)

220

Figure S9. 13C NMR Spectra of IND-24
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Figure S11. 3C NMR Spectra of IND-30
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Figure S12. 3C NMR Spectra of IND-31
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Mass Spectra
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Figure S15. Mass Spectra of IND-24
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Table S1. Docking Results of 44 indomethacin derivatives.

Table S2. The physiochemical, lipophilicity, water solubility, pharmacokinetics, drug likeliness and toxicity predictions of 44 indomethacin derivatives.

Table S1. Docking Results of 44 indole derivatives.
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Table S2. The physiochemical, lipophilicity, water solubility, pharmacokinetics, drug likeliness and toxicity predictions of 44 indomethacin derivatives.

Swiss-ADME ADMET SAR 2.0
Sr.No
Human Rat
Dru ether-a- Acu Acut
. . . . I Water Pharmako g_ §0-g0- AMES . te . N .
Physicochemical properties lipophilicity - - Lik related Mutagenesi | oral | Carcinog | Toxi
Solubility | kinetics . . - .
elin gene s toxi enicity city
ess inhibitio city (three- | (LD5
n (c) class) 0)
H | H
Analo  Mw (nr (B | B TPSA | Consensus Gl Lipin | Veb
gue t otb A |D | MR | (A) Log Po/w class absorption | ski er Muegge
357. 96. | 68.5 Moderate Weak Non-AMES 4.07
IND 8 5 4 |1 12 3 3.63 ly Soluble | High 0 0 0 inhibitor | toxic I Danger 22
432. 123 | 60.3 Poorly Weak Non-AMES 2.57
IND-1 | 90 7 3 1 38 |3 4.8 soluble High 1 0 1 inhibitor | toxic 1]} Danger 05
446. 128 | 60.3 Poorly Weak Non-AMES 2.53
IND-2 | 93 7 3 1 34 |3 5.13 soluble High 1 0 1 inhibitor | toxic 1]} Danger 68
462. 129 | 69.5 Poorly Weak Non-AMES 2.64
IND-3 | 92 8 4 |1 |.87 |6 4.78 soluble High 0 0 1 inhibitor | toxic 1 Danger 81
423. 120 Moderate Weak Non-AMES Non- 2.64
IND-4 | 5 10 |5 |1 96 |72.8 |3.12 ly Soluble | High 0 0 0 inhibitor | toxic 1 required | 67
453. 132 | 63.5 Moderate Weak Non-AMES Non- 2.47
IND-5 | 96 9 4 |1 |.43 |7 4.18 ly Soluble | High 0 0 0 inhibitor | toxic 1 required | 28
427. 121 | 63.5 Moderate Weak Non-AMES Non- 2.47
IND-6 | 92 9 4 (1 |.01 |7 3.81 ly Soluble | High 0 0 0 inhibitor | toxic 1 required | 56
453. 127 | 82.0 Moderate Weak Non-AMES Non- 2.61
IND-7 | 53 11 |6 |1 |.45 |3 3.05 ly Soluble | High 0 1 0 inhibitor | toxic 1 required | 12
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483. 133 | 91.2 Moderate Weak Non-AMES Non- 2.63
IND-8 | 56 12 94 |6 3.15 ly Soluble | High inhibitor | toxic 1 required | 19

443, 131 | 63.5 Moderate Weak Non-AMES Non- 2.67
IND-9 | 54 9 97 |7 4.02 ly Soluble | High inhibitor | toxic 1 required | 62
IND- | 509. 145 | 91.2 Moderate Weak Non-AMES Non- 2.57
10 59 12 36 |6 3.49 ly Soluble | High inhibitor | toxic 1] required | 35
IND- | 525. 146 | 100. Moderate Weak Non-AMES Non- 2.56
11 59 12 44 | 49 2.95 ly Soluble | High inhibitor | toxic 1 required | 49
IND- | 495. 139 | 91.2 Moderate Weak Non-AMES Non- 2.50
12 57 11 95 |6 2.95 ly Soluble | High inhibitor | toxic 1 required | 09
IND- | 514. 134 Moderate Weak Non-AMES Non- 2.63
13 41 9 .67 |72.8 | 3.54 ly Soluble | High inhibitor | toxic 1 required | 88
IND- | 467. 137 | 63.5 Moderate Weak Non-AMES Non- 2.56
14 99 9 24 |7 4.47 ly Soluble | High inhibitor | toxic 1 required | 47
IND- | 469. 133 Moderate Weak Non-AMES Non- 2.55
15 96 9 .51 | 728 | 3.61 ly Soluble | High inhibitor | toxic 1 required | 21
IND- | 462. 129 | 69.5 Poorly Weak Non-AMES 2.56
16 92 8 .87 |6 4.8 soluble High inhibitor | toxic 1 Danger 6
IND- | 467. 128 | 60.3 Poorly Weak Non-AMES 2.57
17 31 7 39 |3 5.33 soluble High inhibitor | toxic 1] Danger 05
IND- | 427. 119 | 63.5 Moderate Weak Non-AMES Non- 2.78
18 92 9 A48 |7 3.59 ly Soluble | High inhibitor | toxic 11 required | 49
IND- | 440. 126 | 60.3 Poorly Weak Non-AMES Non- 2.69
19 96 11 19 |3 5.21 soluble High inhibitor | toxic 1] required | 96
IND- | 504. 139 | 118. Poorly Weak Non- 2.67
20 92 9 15 | 51 4.07 soluble Low inhibitor | AMES toxic | llI required | 07
IND- | 504. 139 | 118. Poorly Weak Non- 2.71
21 92 9 15 | 51 4.07 soluble Low inhibitor | AMES toxic | llI required | 24
IND- | 459. 130 | 72.6 Poorly Weak Non-AMES Non- 2.73
22 92 8 33 | 9A 4.73 soluble High inhibitor | toxic 1 required | 62
IND- | 494. 135 | 72.6 Poorly Weak Non-AMES Non- 2.73
23 37 8 34 |9 5.2 soluble High inhibitor | toxic 1 required | 62
IND- | 475. |8 132 {929 |43 Poorly High Weak Non-AMES | Ill Non- 291
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24 92 35 |2 soluble inhibitor | toxic required | 62
IND- | 489. 136 | 81.9 Poorly Weak Non-AMES Non- 2.77
25 95 9 82 |2 4.68 soluble High inhibitor | toxic 1]} required | 29
IND- | 504. 139 | 118. Poorly Weak Non- 2.71
26 92 9 15 |51 4.02 soluble Low inhibitor | AMES toxic | lll required | 24
IND- | 502. 144 | 75.9 Poorly Weak Non-AMES Non- 2.60
27 99 9 .54 |3 4.84 soluble High inhibitor | toxic 1 required | 17
IND- 149 | 100. Poorly Weak Non-AMES Non- 2.74
28 550 |11 .81 |38 4.66 soluble High inhibitor | toxic 1 required | 08
IND- 149 | 100. Poorly Weak Non-AMES Non- 2.78
29 550 |11 .81 |38 4.68 soluble High inhibitor | toxic 1 required | 77
IND- | 475. 132 | 929 Poorly Weak Non-AMES Non- 2.91
30 92 8 35 |2 4.3 soluble High inhibitor | toxic 1 required | 62
IND- | 489. 136 | 81.9 Poorly Weak Non-AMES Non- 2.73
31 95 9 .82 |2 4.75 soluble High inhibitor | toxic 1 required | 2
IND- | 519. 143 | 91.1 Poorly Weak Non-AMES Non- 2.73
32 98 10 31 |5 4.72 soluble High inhibitor | toxic 1 required | 66
IND- | 519. 143 | 91.1 Poorly Weak Non-AMES Non- 2.75
33 98 10 31 |5 4.77 soluble High inhibitor | toxic 1 required | 21
IND- | 519. 143 | 91.1 Poorly Weak Non-AMES Non- 2.80
34 98 10 31 |5 4.72 soluble High inhibitor | toxic 1 required | 64
IND- 149 | 100. Poorly Weak Non-AMES Non- 2.73
35 550 | 11 .81 |38 4.69 soluble High inhibitor | toxic 1 required | 66
IND- 149 | 100. Poorly Weak Non-AMES Non- 2.74
36 550 | 11 .81 |38 4.76 soluble High inhibitor | toxic 1 required | 08
IND- 148 | 91.1 Poorly Weak Non-AMES Non- 2.82
37 534 | 11 A2 |5 5.07 soluble High inhibitor | toxic 1 required | 45
IND- | 535. 145 | 111. Poorly Weak Non-AMES Non- 2.85
38 98 10 .34 |38 4.42 soluble High inhibitor | toxic 1 required | 71
IND- | 519. 143 | 102. Poorly Weak Non-AMES Non- 2.78
39 98 10 .65 | 15 4.74 soluble High inhibitor | toxic 1 required | 31
IND- | 491. 134 | 113. Moderate Weak Non-AMES Non- 2.84
40 92 8 .38 | 15 4.01 ly Soluble | High inhibitor | toxic 1 required | 84
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IND- | 505. 138 | 102. Poorly Weak Non-AMES Non- 2.87
41 95 .85 | 15 4.44 soluble High inhibitor | toxic 1 required | 05
IND- | 491. 134 | 113. Moderate Weak Non-AMES Non- 2.83
42 92 .38 | 15 3.94 ly Soluble | High inhibitor | toxic 1 required | 19
IND- | 505. 138 | 102. Poorly Weak Non-AMES Non- 2.79
43 95 .85 | 15 4.42 soluble High inhibitor | toxic 1 required | 57
IND- | 507. 136 | 133. Moderate Weak Non-AMES Non- 2.82
44 92 A 38 3.53 ly Soluble | Low inhibitor | toxic 1 required | 42
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