
Description of Additional Supplementary Files 
 
 
File name: Supplementary Data 1 
Description: Force field parameters for the b-aspartyl-AMP intermediate. 
 
File name: Supplementary Data 2 
Description: Script for analyzing and visualizing convergence of the well-tempered metadynamics 
simulations.  
 
File name: Supplementary Data 3 
Description: MD simulations checklist.  


