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Supplementary Figure S1. Time-series analysis of the Glu105–Glu198 distance during MD 

simulations of TsaGH11 at 300, 320, 340, and 360 K. 

  



 

 

 

 

 

Supplementary Figure S2. Time-series analysis of the Trp36–Pro143 distance during MD 

simulations of TsaGH11 at 300, 320, 340, and 360 K. 

 

 



 

Supplementary Figure S3. Time evolution of the secondary structures of (A) TsaGH11close 

and (B) TsaGH11open at 300, 320, and 360 K over the 500 ns molecular dynamics production 

trajectories. 

 


