
Description of Additional Supplementary Files 
 

File Name: Supplementary Data 1 
Description: List of key reagents used in this study and their sources. 
 
File Name: Supplementary Data 2 
Description: Coordinates of MD inputs and outputs, a representative equilibration setup file 
(‘desmond_md_job_2.msj’), and a representative production run setup file (‘desmond_md_job_2.cfg’). 


