
Figure S1.

INT = bond + angle + dihedral GAS = INT + VDW + ELE

in vacuum
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Figure S2.

(a) Q15 (b) Q7PGQ6 (c) Q3PGQ10

random α-helix β-turn



Figure S3.

● α-helix ● β-turn● random

(a) Q15 (b) Q7PGQ6 (c) Q3PGQ10

PCA2

P
C
A
1

PCA2 PCA2



Figure S4.
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Figure S5.
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