
All	Predicted	Models

Filter
Models	with	an	Cα-RMSD	>	10	Å to	the	staring	model	are	removed.

Position	
Restraints	

(PR)

RMSF	<	3	Å
considered	
conserved	

Distance
Restraints	

(DR)

Std.	of	
res.	- res.	<	1
Å considered	
conserved

Contact	Map	
Min.	Contact

(CMmin)

Contact	with	
minimum	
distance	is	
considered

Contact	Map	
Excl.	Contact

(CMexcl)

Only	unique	
contacts	are	
considered

Starting	Model

Production	Sampling

8	x	3	ns 8	x	3	ns 8	x	3	ns 5x	10	ns 5x	10	ns

PR DR NR PR PR

CMmin CMexcl

Equilibration

point_rst dist_rst no_rst cm_min cm_excl

Cα
Cβ

Cα
Cβ

𝜸 ∈ 𝑪𝑴𝒆𝒙𝒄𝒍

𝜸 ∈ 𝑪𝑴𝒎𝒊𝒏

2

1:

2
:

1

#	Contacts

1 10 20

F	Contact	map	

E	Residue-residue	contact

A	Generation	of	restraints	and	contact	maps

B	Sampling	procedure

C	Point	restraints

D	Distance	restraints

S2 Fig. : Sampling Protocol. (A) Flowchart outlining the generation of the restraints and contact maps. (B)
Flowchart outlining the different MD sampling procedures (C) Example of point restraints applied to a protein.
(D) Example of residue-residue distance restraints applied to a protein. (E) Definition of residue-residue contact
(F) Contact map definition for CMexl and CMmin.
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