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Supplementary	Figure	S1. Ribbon diagram and contact map for the x-ray structure 
of protein S6, as taken from the PDB file 1RIS. The positions of the secondary 
structure elements along the sequence are sketched at the axes of the contact map.  
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Supplementary	Figure	S2. Heat capacity curves (in reduced units) as a function of 
the reduced temperature, from standard structure-based calculations (based on a 
single structure, as indicated in the right axis). 
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Supplementary	Figure	S3. Free energy curves (in reduced units) as a function of 
reduced energy, from standard structure-based calculations (based on a single 
structure, as indicated in the right axis). The native basin appears at the left side 
(lower energy). 
  

-300 -250 -200 -150 -100 -50

X-RAY
NMR-20

NMR-19
NMR-18

NMR-17
NMR-16

NMR-15
NMR-14

NMR-13
NMR-12

NMR-11
NMR-10

NMR-09
NMR-08

NMR-07
NMR-06

NMR-05
NMR-04

NMR-03
NMR-02

NMR-01

F
re

e 
E

ne
rg

y*
 a

t 
T

* m

E*

N
at

iv
e 

co
nf

or
m

at
io

n



28 
 

 

20

40

60

80

100

Conformation sampled

re
si

du
e 

n
r.

0.0

4.0

8.0

12.0

16.0

20.0
               (Å)

 

Supplementary	 Figure	 S4. Plot of the structural fluctuations after optimal 
superposition for a representative set of 8000 conformations along the simulation 
for T = 0.9 Tm in the NMR-Global model. The NMR-01 conformer from the PDB file 
2KJV is used as reference structure. 
 
 


