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Figure S3: Correlation between β-turn formation in residues 23-26 and the hydrophobic interaction 

between Phe19 and Leu34 in Aβ(10-42). Relative free energy, ΔG, is plotted as a function of the 

Phe19-Leu34 distance in the presence (solid) and absence (dashed) of the β-turn at pH 8. The 

distance between Phe19 and Leu34 is defined as the minimum separation between the side-chain 

heavy atoms. ΔG is defined as −RTlnP , where P is the probability density for the distance to 

fall into one of the 30 bins between 3 and 18 Å. 
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