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Figure 1: Distribution of fraction of native contacts (Q) and cluster-Pfold

in the wild-type peptide simulations. The color scale ranging from red to blue
corresponds to high and low density, respectively. While structures with very large
Q (Q > 0.8) or very low Q (Q < 0.2) have cluster-Pfold close to 1 or 0, respec-
tively, conformations with intermediate values of Q span all the allowed spectrum
of cluster-Pfold values.
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Figure 2: Left and middle graph: comparison between free energy changes cal-
culated with the kinetic or cluster-Pfold data. The correlation coefficient is 0.73
and 0.99 for ∆∆GTS−D and ∆∆GN−D, respectively. Right graph: distribution of
cluster-Pfold for the wild-type simulations and identification of the native, TS, and
denatured state ensemble.
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