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RMSD versus MD simulation time (30 ns) of AChE and BuChE-ligand 
complexes. The conformation was recorded every 2 fs. RMSD values were 
calculated by comparing each of those conformations with the original 
conformation. 

RMSD versus MD simulation time (30 ns) of Aβ1−40 peptide free dimer and Aβ1

−40 peptide dimer-ligand complexes at sites I and II. The conformation was 
recorded every 2 fs. RMSD values were calculated by comparing each of those 
conformations with the original conformation. 

3D representations of initial minimised Aβ1−40 peptide dimer structure without 
ligand (left) and final 30 ns of MD simulations without ligand (right). 

Contributions of various energy components to the binding free energy (kcal 
mol−1) of AChE-Compound 2 complex (26–30 ns). 

Contributions of various energy components to the binding free energy (kcal 
mol−1) of AChE-Tacrine complex (26–30 ns). 

Contributions of various energy components to the binding free energy (kcal 
mol−1) of BuChE-Compound 2 complex (26–30 ns). 

Contributions of various energy components to the binding free energy (kcal 
mol−1) of BuChE-Tacrine complex (26–30 ns). 

Docking study of compound 2 with the NMR structure of an Aβ1−40 (PDB ID: 
2LMN). Number of distinct conformational clusters found = 28, out of 100 
runs, using rmsd-tolerance of 2.0 Å for amyloidogenic sites I and II. 

Docking study of myricetin with the NMR structure of an Aβ1−40 (PDB ID: 
2LMN). Number of distinct conformational clusters found = 22, out of 100 
runs, using rmsd-tolerance of 2.0 Å for amyloidogenic sites I and II. 

Contributions of various energy components to the binding free energy (kcal 
mol−1) of Aβ1−40 peptide dimer-compound 2 complex at Site I (20−25 ns). 

Contributions of various energy components to the binding free energy (kcal 
mol−1) of Aβ1−40 peptide dimer-myricetin complex at Site I (26−30 ns). 

Contributions of various energy components to the binding free energy (kcal 
mol−1) of Aβ1−40 peptide dimer-compound 2 complex at Site II (15−20 ns). 

S10 Contributions of various energy components to the binding free energy (kcal 
mol−1) of Aβ1−40 peptide dimer–myricetin complex at Site II (26−30 ns). 

S11 The interchain (chains A and B) binding free energy (kcal mol−1) of Aβ1−40 peptide 
free dimer (26−30 ns). 

S12 The interchain (chains A and B) binding free energy (kcal mol−1) of Aβ1−40 peptide 
dimer-compound 2 complex at Site I (20−25 ns). 
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 S13 The interchain (chains A and B) binding free energy (kcal mol−1) of Aβ1−40 peptide 
dimer-myricetin complex at Site I (26−30 ns). 

   
 S14 The interchain (chains A and B) binding free energy (kcal mol−1) of Aβ1−40 peptide 

dimer-compound 2 complex at Site II (15−20 ns). 
   
 S15 The interchain (chains A and B) binding free energy (kcal mol−1) of Aβ1−40 peptide 

dimer-myricetin complex at Site II (26−30 ns). 
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