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Legend:
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Coarse-grained force fields ZB%

# Length mesoscale )
m
e monons | COArse-grained E
?

Ui all-atom . )

nm quantum l EGATION
pm - Q‘! / PROTEINFOLDING  GLOBAL MOTIONS Time

year

Kmiecik S. et al., Chem. Rev.,, 2016, 116 (14), pp 7898-7936



UNRES model of 1EOL
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Local docking



UNRES MD simulations from 3
Initial conformationals (16
trajectories each)

Clustering of all trajectories

from each simulation by RMSD

Clustering of all simulations by
protein orientation
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Motion of domains
during MD simulations
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Docking of three proteins




Conformation after docking
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Conformation of Isu1-Jac1-Ssq1 after MD
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