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Suppl. Figure 1. The grid for protein molecule (HIV-1 protease) is set to 24, 20 and 20 for
X-dimension, Y-dimension and Z-dimension respectively. The 3-dimensional center of the grid is
taken as 4.994, -0.292 and -16.411 (x-center, y-center and z-center respectively).

Suppl. Figure 2: Autodock tools software: The bond between the fourth carbon and the first nitrogen
[S2 moiety: C4 & N1] and the bond between eighteenth carbon and sulphur [S2’ moiety: C18 & S]
are set to non-rotatable bonds which are represented in magenta color.
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Suppl. Table 1: Evaluation of the best analogs of GRL10413 HIV-1 protease inhibitors.

S. No. Analog Code Modification
Mode/

pose

Binding

Affinity

(KCal/mol)

No. of

Rotatable

bonds

No.of Hydrogen

Bonds between

drug and protein

Molecular

Weight

(Da)

Log-P

value

GRL10413 None 1 -8.9 12 11 627.14596 5.59+/-0.65

1 MA01001 P1: Cl to F 1 -9 12 11 610.69136 5.05+/-0.70

2 MA01002 P1: ΔCl 1 -8.8 12 11 592.7009 5.05+/-0.59

3 MA01003 P1: ΔCH3 1 -9.2 11 12 613.11938 4.95+/-0.60

4 MA01004 P1: ΔOCH3 1 -9.2 11 12 597.11998 5.73+/-0.59

5 MA01005 P1: ΔCl, ΔOCH3 1 -8.9 11 12 562.67492 5.13+/-0.58

6 MA01006 P1: ΔCl, ΔCH3 1 -9.1 11 13 578.67432 4.40+/-0.59

7 MA01007 P1: Phenyl to Isopropyl 1 -8.2 11 11 528.6587 4.62+/-0.57

8 MA01008 P1: Phenyl to propyl 1 -7.7 11 11 514.63212 4.27+/-0.57

9 MA01009 P1: Phenyl to ethyl 1 -7.8 10 13 500.60554 3.74+/-0.57

10 MA01010 P1: Phenyl to methyl 1 -7.9 9 11 486.57896 3.21+/-0.57

11 MA01011 ΔP1 1 -7.9 9 11 472.55238 2.86+/-0.57

12 MA01012 P2: ΔO (=O) 1 -8.7 13 10 613.16244 6.89+/-0.60

13 MA01013 P2: ΔC2 1 -8.6 12 12 615.13526 5.40+/-0.63

14 MA01014 P2: ΔC1 1 -9.1 13 11 615.13526 5.43+/-0.64

15 MA01015 P2: Bis(THF) to THF-methyl 1 -8.9 12 10 599.13586 6.35+/-0.60

16 MA01016 P2: Bis(THF) to THF 1 -8.9 12 10 585.10928 5.86+/-0.59

17 MA01017 P1': Isopropane to propane 1 -8.7 12 10 613.11938 5.25+/-0.65

18 MA01018 P1': Isopropane to ethane 1 -8.6 11 11 599.0928 4.72+/-0.65

19 MA01019 P1': Isopropane to methane 1 -8.7 10 10 585.06622 4.18+/-0.65

20 MA01020 P1': Δ Isopropyl 1 -9.3 10 11 571.03964 3.40+/-0.64

21 MA01021 P2': ΔCH3 1 -9.1 11 11 613.11938 4.81+/-0.64

22 MA01022 P2': Methoxybenzene to benzene 1 -9 11 10 597.11998 5.08+/-0.63

23 MA01023 P1: Phenyl to 3-ethylpentane 1 -8.6 13 11 556.71186 5.68+/-0.57
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Suppl. Table 2: List of Hydrogen bonds profiles of 11 analogs with higher binding affinities than
the parent drug molecule.

S. No. Analog Code Modification
No.of Hydrogen Bonds

between drug and protein

Panel

Codes

GRL10413 None 11 L

1 MA01001 P1: Cl to F 11 A

2 MA01003 P1: ΔCH3 12 B

3 MA01004 P1: ΔOCH3 12 C

4 MA01005 P1: ΔCl, ΔOCH3 12 D

5 MA01006 P1: ΔCl, ΔCH3 13 E

6 MA01014 P2: ΔC1 11 F

7 MA01015 P2: Bis(THF) to THF-methyl 10 G

8 MA01016 P2: Bis(THF) to THF 10 H

9 MA01020 P1': Δ Isopropane 11 I

10 MA01021 P2': ΔCH3 11 J

11 MA01022 P2': Methoxybenzene to benzene 10 K
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