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Fig.1. Graphic outline of the computational protein engineering algorithm
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Fig. 2. A) Interfacial interaction of A and B subunits of DAwild (PDBID:5GZ6); B) Interactions of Helix 15 and 16 of A subunit and Helix 23 of B subunit.




Fig. 3. The conservation analysis of DAADH




Fig. 4. A) Co-evolved residues of DAADH (Co-evolved score >0.1). B)  Heatmap of co-evolved residues of DAADH





Fig.5. A) Optimal pH for reductive amination; B) Optimal temperature for reductive amination the reductive amination activity of enzymes. Reaction conditions: Phenylpyruvate 2 mM; Gly-NaOH buffer, 80 mM; NH4Cl-NH3•H2O buffer, 80 mM; NADPH, 0.2 mM.
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Fig.6. Mutations of DA11 on the A and B subunit interface (A, blue; B, green)




Fig.7. Denaturation dynamics of enzyme at 50 oC.
Reaction conditions: Phenylpyruvate 2 mM; Gly-NaOH buffer, 80 mM; NH4Cl-NH3•H2O buffer, 80 mM; NADPH, 0.2 mM; temperature 50 oC.
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