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1. EMuSSeL prediction output 
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2. Inhibition mechanism profiles 

Figure S1. Inhibition kinetics and Lineweaver-Burk plot (r2 = 0.996) for eeAChE (0.09 U/mL) and 1 (0-500 

nM) by using different substrate (acetylthiocholine iodide) concentrations (50-300 M). The replot (r2 = 

0.995) of the slopes versus [I] determined the Ki (56 nM) as the x-axis intercept. () no inhibitor, () 50 nM, 

() 100 nM, () 200 nM, () 500 nM. 
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Figure S2. Inhibition kinetics and Lineweaver-Burk plot (r2 = 0.964-0.996) for eqBChE (0.18 U/mL) and 14 

(0-1 µM) by using different substrate (butyrylthiocholine iodide) concentrations (50-300 µM). The replot (r2 

= 0.9914) of the slopes versus [I] determined the Ki (104 nM) as the x-axis intercept. () no inhibitor, () 50 

nM, () 100 nM, () 200 nM, () 500 nM, () 1 µM. 
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3. Molecular modelling 

 

Table S1.  

Similarity matrix based on four different MIFs computed for BChE and FXa with BioGPS. 

 

 H CRY N1 O 

H 0.75 0.74 0.74 0.71 

CRY 0.74 0.75 0.74 0.72 

N1 0.74 0.74 0.73 0.71 

O 0.71 0.72 0.71 0.70 

 

Table S2.  

Similarity matrix based on four different MIFs computed for of AChE and thrombin with BioGPS. 

 

 H CRY N1 O 

H 0.77 0.75 0.76 0.75 

CRY 0.75 0.75 0.75 0.73 

N1 0.76 0.75 0.77 0.75 

O 0.75 0.73 0.75 0.75 
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4. 1H NMR spectra 

Compound 9 
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Compound 10 
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Compound 11 
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Compound 12 
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Compound 14 
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Compound 15 
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Compound 16 
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Compound 17 
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Compound 18 
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Compound 20 
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Compound 21 
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Compound 28 

 


