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Figure S1: The input conformation of α–Syn fibril and EA for the docking studies is 
shown in the left panel. The best-docked pose of EA with α–Syn fibril (right panel). 
The α–Syn fibril is shown in cartoon and EA is displayed in the stick representation.
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Figure S2: The top ten docked conformations of EA with α–Syn fibril. S4

Figure S3: The 2D interaction maps displaying hydrogen bonds and hydrophobic 
contacts in the top ten docked conformations of EA with α–Syn fibril. The green 
dashed line depicts hydrogen bonds between α–Syn fibril and EA.
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Figure S4: The conformational snapshots of MD trajectory of α–Syn fibril at different 
time points in the absence and presence of EA are shown in panel a, and b, 
respectively.
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sFigure S5: The RMSD of α–Syn fibril alone (panel a) and α–Syn fibril + EA (panel 
b) as a function of simulation time for the repeat simulations with different initial 
velocities. The RMSF of the residues of α–Syn fibril in the absence and presence of 
EA for the repeat simulations are shown in panel c, and d, respectively.
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Figure S6: The time-dependent evolution of number of contacts between α–Syn fibril 
and EA.
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Figure S7: The 2D interaction map displaying the hydrophobic contacts and 
hydrogen bonds in the representative conformations of the three most-populated 
conformational clusters C1´, C2´ and C3´ of α–Syn fibril + EA are displayed in panel 
a, b, and c, respectively.
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Figure S8: The RMSD of chain H and chain J of α–Syn fibril in the absence and 
presence of EA during simulation are shown in panel a, and b, respectively.
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Figure S1: The input conformation of α–Syn fibril and EA for the docking studies is shown in 

the left panel. The best-docked pose of EA with α–Syn fibril (right panel). The α–Syn fibril is 

shown in cartoon and EA is displayed in the stick representation.  
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Figure S2: The top ten docked conformations of EA with α–Syn fibril.
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Figure S3: The 2D interaction maps displaying hydrogen bonds and hydrophobic contacts in 

the top ten docked conformations of EA with α–Syn fibril. The green dashed line depicts 

hydrogen bonds between α–Syn fibril and EA.



S6

Figure S4: The conformational snapshots of MD trajectory of α–Syn fibril at different time 

points in the absence and presence of EA are shown in panel a, and b, respectively.
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Figure S5: The RMSD of α–Syn fibril alone (panel a) and α–Syn fibril + EA (panel b) as a 

function of simulation time for the repeat simulations with different initial velocities. The 

RMSF of the residues of α–Syn fibril in the absence and presence of EA for the repeat 

simulations are shown in panel c, and d, respectively.
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Figure S6: The time-dependent evolution of number of contacts between α–Syn fibril and EA.
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Figure S7: The 2D interaction map displaying the hydrophobic contacts and hydrogen bonds 

in the representative conformations of the three most-populated conformational clusters C1´, 

C2´ and C3´ of α–Syn fibril + EA are displayed in panel a, b, and c, respectively.
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Figure S8: The RMSD of chain H and chain J of α–Syn fibril in the absence and presence of 

EA during simulation are shown in panel a, and b, respectively.


