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Fig. S1 The dPi-O (the distance between the phosphorus atom of ATP and the oxygen atom of Asp) changes with the 

simulation time. 
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Fig. S2 Effect of inhibitor Lys on ATP Binding for WT. (A) Effect path of inhibitor Lys on ATP binding, the 

cartoon structure in yellow shows the conformation with inhibitor with Lys; (B) Alignment of binding site 

amino acids of ATP in the absence (green) and presence (red) of Lys, ATP is represented as CPK model.

Fig. S3 Conformational changes between WT and WT+Lys. The WT+Lys system was represented as yellow, while 

ATP, ASP, and inhibitor Lys were represented as CPK model.



Fig. S4 Allosteric regulatory of WT and mutants. (A) the different conformation of Lys binding site for mutant 

A380C (blue) and T379N/A380C (yellow) as well as WT (red) without Lys systems, Lys is shown as VDW. (B) 

The change of residues around the substrate Asp. The sticks from A380C and T379N/A380C are colored by red and 

green, respectively.
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