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1. M NMR, C NMR, FTIR, and EI-MS Spectra of Novel Imidazole Derivatives (5¢-5j).
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Figure-3S: FTIR Spectrum of Compound 5c.
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Figure-4S: EI-MS Spectrum of Compound 5c.
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Figure-6S: *C NMR Spectrum of Compound 5d.
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Figure-8S: EI-MS Spectrum of Compound 5d.
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Figure-9S: *H NMR Spectrum of Compound 5e.
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Figure-10S: 3C NMR Spectrum of Compound 5e.
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Figure-11S: FTIR Spectrum of Compound 5e.
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Figure-12S: EI-MS Spectrum of Compound 5e.
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Figure-17S: C NMR Spectrum of Compound 5g.
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2. Representative Graph for the Calculation of BChE ICs Value for the Compound 5a.
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Figure-32S: A representative graph for the calculation of ICsy = 0.35 uM for the compound 5a.
ICso value was computed by the Ez-Fit software as mentioned in the Methods section.
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3. Representations of All Docked Ligands with Both AChE and BChE Enzymes (5a-5x).

Table S1. 3D and 2D depictions of docked ligands (5a-5x); demonstrating H-bond (light green),

unfavorable bump (red), n-cation (brown), m-alkyl (light pink), amide n-stack (pink) and =-r T-
shaped (shocking pink) contacts inside a hotspot of the AChE (PDB ID: 4MOE).

Compound

3D Binding Interaction Representation
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2D Binding Interaction Representation
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Table S2. 3D and 2D representations of docked ligands (5a-5x); demonstrating H-bond (light

green), unfavorable bump (red), n-cation (brown), m-alkyl (light pink), amide n-stack (pink) and
n-n T-shaped (shocking pink) contacts inside a binding pouch of the BChE (PDB ID: 4BDS).
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3D Binding Interaction Representation
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