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Table S10. Correlation between energy and decoy loop RMSD calculated using different 
subsets of energy components. 

Energy function subset 
Correlation2) 

Component Ebonded EvdW ECoulo-

mb 
EFACTS,

GB 
EFACTS,

SA Ef/y Ec EHbond 
Eatom-

pair 

Weight 
combinations

1) 

1.0 1.0 - - - - - - - 0.03 
- - 0.16 0.16 - - - - - 0.10 
- - - - 0.05 - - - - 0.12 
- - 0.16 0.16 0.05 - - - - 0.22 
- - - - - - - - 12.0 0.52 
- - - - - 1.2 - - 12.0 0.48 
      1.0 - 12.0 0.52 
- - - - - - - 4.0 12.0 0.48 
- - - - - 1.2 1.0 4.0 12.0 0.47 
- - 0.16 0.16 -    12.0 0.52 
- - 0.16 0.16 - - 1.0 - 12.0 0.52 
- - 0.16 0.16 0.05 - 1.0 - 12.0 0.50 
- - 0.16 0.16 0.05 1.2 1.0 4.0 12.0 0.46 

1) Energy weight used for each component to generate different subsets of the energy 
components 

2) Pearson correlation coefficient calculated between the training set decoy loop Cα RMSD 
and energy and averaged over the training set loops 

 

 

 

 

 

 

 

 

 

 


