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Figure S1. The structural characteristics of the TH287-MTH1, TH588-MTH1 and 

TH650-MTH1 complexes from 300 ns to 500 ns.  



 
Figure S2. The distances between ligands and concerned residues as a function of time.  

 

 
Figure S3. The typical snapshot of the TH287-MTH1 complex at 300 ns. 

 

 



 

Figure S4. The typical snapshot of the TH588-MTH1 complex at 500 ns. 

 

 

Figure S5. The typical snapshot of the TH650-MTH1 complex at 400 ns. 

 

 



 

Figure S6. Free Energy landscapes of the TH287-MTH1 complex, TH588-MTH1 complex 

and TH650-MTH1 complex for another independent 100 ns simulations.  

 

 

 

 

 

 

 

 

 

 

 



 

Figure S7. Free Energy landscapes of the TH287-MTH1 complex, TH588-MTH1 complex 

and TH650-MTH1 complex for multiple short simulations. 



 

Figure S8. Time evolutions of the first two principal components (PC1 and PC2) for the apo 

MTH1, the TH287-MTH1 complex, the TH588-MTH1 complex and the TH650-MTH1 

complex. 

 

 

 



 

Figure S9. The Cα RMSD as a function of time for the apo MTH1, the TH287-MTH1 

complex, the TH588-MTH1 complex and the TH650-MTH1 complex. 

 


