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Figure S2: Strength of the electrostatic interactions, Glu22 
· · ·Lys28 and Asp23 

· · ·Lys28 at different 

pH. Probability densities for the distance between Glu22 /Asp23 and Lys28 are plotted using the last 

30-ns of the simulation data for Aβ(1-28) and Aβ(10-42). The distance is defined as the minimum 

separation between the carboxylate oxygen atom of Glu22 or Asp23 and the amino nitrogen atom 

of Lys28 . Data obtained from simulations at pH 4, 6 and 8 are shown in orange, green and blue, 

respectively. 
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