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Benchmark flowchart

Target selection

16 complexes of known structure
of 3 and 4 subunits

/ Representation \

- Conformation of each subunit
taken from crystallographic
structure and converted to rigid
body, one per subunit

&Ca residue-level coarse-grainiry

~-

[ FRETR data generation \

- Synthetic data generated by
calculating the forward model
on every pair of termini in the
crystal structure

- Add noise (high- and low-level)
and average over 50 random
extractions

- Random data selection (50% or

\1 00% of the dataset) /

~
( Sampling \

Sampling of coordinates, forward
model, and likelihood parameters
by Monte Carlo Gibbs sampling,

@hanced by Simulated Annealiry
[ Analysis \

- Select best posterior model

- Calculate dRMS and dRMSt
from crystallographic structure

- Average over 20 independent

\ tests /

Sampling flowchart

( Coordinate MC move \

For every rigid body generate a
random translation and rotation
- Move one rigid body at a time
- Accept or reject move based on

\Metropolis criterion /

(Forward model MC move\

- For each of the two parameters
of the forward model generate a
random perturbation

- Change the values of the
forward model parameters one
at a time

- Accept or reject move based on

\Metropolis criterion /

( Likelihood MC move \

- Generate random perturbation
of the parameter representing
the typical data uncertainty

- Change the value of this
parameter

- Accept or reject move based on

\Metropolis criterion /
( Simulated annealing \

Change the temperature of the
system to gradually heat the
system between 1.0 and 5.0 kT

Qnd then cool it down J




