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S1: RMSD of WTH5N1 and H274YH5N1 over 20 ns 



 

S2: RMSD of WTH5N1 and I222KH5N1 over 20 ns 

 



 

S3: RMSD of H274YH5N1 and H274Y-I222KH5N1 over 20 ns 



 

S4: RMSD of WTH1N1 and H274YH1N1 over 20 ns 



 

S5: RMSD of WTH1N1 and I222KH1N1 over 20 ns 



 

S6: RMSD of H274YH1N1 and H274Y-I222KH1N1 over 20 ns 

 

 

 



 

S7: Potential energy profile average of WTH5N1 and H274YH5N1 over 20 ns 



 

S8: Potential energy profile average of WTH5N1 and I222KH5N1 over 20 ns 



 

S9: Potential energy profile average of H274YH5N1 and H274Y-I222KH5N1 over 20 ns 

 



 

S10: Potential energy profile average of WTH1N1 and H274YH1N1 over 20 ns 



 

S11: Potential energy profile average of WTH1N1 and I222KH1N1 over 20 ns 



 

S12: Potential energy profile average of H274YH1N1 and H274Y-I222KH1N1 over 20 ns	
  



 

S13: RMSF of WTH5N1 and I222KH5N1 across 20 ns 
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S14: RMSF of H274YH5N1 and H274Y-I222KH5N1 across 20 ns 
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S15: RMSF of WTH1N1 and I222KH1N1 over 20 ns 
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S16: RMSF of H274YH1N1 and H274Y-I222KH1N1 over 20 ns 
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S17: Radius of gyration average of WTH5N1 and I222KH5N1 over 20 ns 



 

S18: Radius of gyration average of H274YH5N1 and H274Y-I222KH5N1 over 20 ns 

 



 

S19: Radius of gyration average of WTH1N1 and I222KH1N1 over 20 ns 



 

S20: Radius of gyration average of H274YH1N1 and H274Y-I222KH1N1 over 20 ns 

	
  

 

 

 

 



 

S21: No. of hydrogen bonds averaged over 20 ns for WTH5N1 and I222KH5N1 

 

 

 



 

S22: No. of hydrogen bonds averaged over 20 ns for H274YH5N1 and H274Y-I222KH5N1 

 

 

 

 



 

S23: No. of hydrogen bonds averaged over 20 ns for WTH1N1 and H274YH1N1 



	
  

S24: No. of hydrogen bonds averaged over 20 ns for WTH1N1 and I222KH1N1 

	
  



	
  

S25: No. of hydrogen bonds averaged over 20 ns for H274YH1N1 and H274Y-I222KH1N1 

	
  

	
  



 

S26: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of WTH5N1 

 

S27: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of H274YH5N1 

	
  

	
  

	
  



	
  

S28: PCA of WTH5N1 and I222KH5N1 over 20 ns 
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S29: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of I222KH5N1 



	
  

S30: PCA of H274YH5N1 and H274Y-I222KH5N1 over 20 ns 
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S31: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of H274Y-I222KH5N1 

 

S32: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of WTH1N1 
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S33: PCA of H274YH1N1 and H274Y-I222KH1N1 over 20 ns 
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S34: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of H274Y-I222KH1N1 

 

S35: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of H274YH1N1 
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S36: PCA of WTH1N1 and I222KH1N1 over 20 ns 
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S37: Porcupine derivatives of eigenvectors of mormal modes 1 and 2 of I222KH1N1 
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S38:SASA average of WTH5N1 and H274YH5N1 over 20 ns 

 



 

S39: SASA average of WTH5N1 and I222KH5N1 over 20 ns 



 

S40: SASA average of H274YH5N1 and H274Y-I222KH5N1 over 20 ns 

 



 

S41: SASA average of WTH1N1 and H274YH1N1 over 20 ns 



 

S42: SASA average of WTH1N1 and I222KH1N1 over 20 ns 

 



 

S43: SASA average of H274YH1N1 and H274Y-I222KH1N1 over 20 ns 

	
  

 

	
  

	
  

	
  

	
  


