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Table S1. Results of various parameters calculated during GH scoring.

S. No. Parameter AChE BuChE

1 Total molecules in database (D) 380 400

2 Total number of actives in the database (A) 47 69

3 Total hits (Ht) 29 55

4 Active hits (Ha) 25 48

5 %Yield of actives[(Ha/Ht) x100] 86.2069 87.27273
6 Enrichment factor (E) [(HaxD)/(HtxA) 6.969919 5.059289
7 False positives (Ht-Ha) 4 7

8 Goodness of hit score 0.77953 0.828458

Table S2 Estimated ligand-protein complex binding energy, average RMSD, and RMSF for

100-ns MD simulations.

Avg RMSD ) Binding energies
Compound ] Avg RMSF (A)
A) (Kcal/mol)
ZINC000329492445 1.32+0.21 0.91+0.56 -82.57
ZINC000001693021 1.38+0.09 0.95+0.69 -81.42
ZINC000257331938 1.59+0.38 0.93+0.62 -77.46

Table S3. Estimated ligand-protein complex binding energy, average RMSD, and RMSF for

100-ns MD simulations.

Avg RMSD ) Binding energies
Compound ) Avg RMSF (A)
(A) (Kcal/mol)
ZINC000329492445 2.48+0.51 0.91+£0.41 -78.86
ZINC000001693021 0.29+0.09 0.76+0.35 -76.99
ZINC000257331938 1.60+0.28 0.93+0.60 -68.47




AChE enzyme

~— Database of Zinc -

Pharmacophore Based —_—
Virtual Screening

100 molecules o—— ——

85 molecules o — Lipinski’s rule —
of five

11 molecules

Figure S1: Virtual screening analysis.
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Figure S2: rGYR with AChE enzyme: (a) ZINC000329492445, (b) ZINC000001693021,
and (c) ZINC000257331938; rGYR with BuChE enzyme: (d) ZINC000329492445, (¢)
ZINC000001693021, and (f) ZINC000257331938.



