Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2017

Microscopic Nucleation and Propagation Rates of an
Alanine-Based a-Helix

Chun-Wei Lin and Feng Gai*

Department of Chemistry, University of Pennsylvania, 231 S. 34th Street, Philadelphia,
Pennsylvania 19104, United States

Supporting Information

(A)

-10 F

20 b S

[6] (1000 deg cm? dmol )

=30 PR VT SR W ST ST A S ST U S WY S S
0 20 40 60 80

Temperature ©C)

AmOD(t)

-100 300 700 1100 1500
Time (ns)

Figure S1: Global fitting results of the CD thermal unfolding curve (A) and the IR 7-jump
relaxation kinetics (B) of the AK peptide using a total of 6 fitting parameters. In each case, the
symbols represent the original experimental data and the line corresponds to the respective fit.
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Table 1. Rate constants obtained from the global fitting of the experimental CD 7-melt curve

and 7-jump kinetic traces of the AK peptide using the 12-parameter model.

T(°C) (kn)! (kn)! (kpn)! (kpm)! (kpc)! (kpn)! (kpm)? (kp)?!
(ns) (ns) (ns) (ns) (ns) (ns) (ns) (ns)
0.5 103.9 28.3 12.0 49 91.7 17.6 16.5 206.4
14.5 103.9 23.0 12.0 49 91.7 13.2 15.2 116.6
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Figure S2: Global fitting results of the CD thermal unfolding curve (A) and the IR T-jump
relaxation kinetics (B) of the AK peptide using a total of 12 fitting parameters. In each case, the
symbols represent the original experimental data and the line corresponds to the respective fit.

The resultant fitting parameters are given in Table S1.
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