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Figure S1. Energy fluctuations of AChE-3c complex during MD simulations. (A) Potential, (B) 
Kinetic energy, (C) Total energy, (D) Pressure, (E) Temperature and (F) Volume. Each simulation 
was repeated three times, and the error bars for the three simulations were represented with light 
shading. 

Figure S2. Energy fluctuations of MAOB-3c complex during MD simulations. (A) Potential, 
(B) Kinetic energy, (C) Total energy, (D) Pressure, (E) Temperature and (F) Volume. Each 
simulation was repeated three times, and the error bars for the three simulations were represented 
with light shading. 



Figure S3. The stability of AChE-3c (A-B) and MAOB-3c (C-D) complexes. The root mean 
square deviation (RMSD) of the AChE (A) and compound 3c (B) during 50ns MD simulations. 
The root mean square deviation (RMSD) of the MAO-B (C) and compound 3c (D) during 50ns 
MD simulations. Each simulation was repeated three times, and the error bars for the three 
simulations were represented with light shading.



 The representative 1H, 13C NMR spectra for the synthesized compounds
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 The representative HPLC spectra for the synthesized compounds
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