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Abstract ; The biological functions of enzymes are largely determined by their three-dimensional structures and the
solvent environments they exist. Therefore, improving properties of structures and solvent environments of enzymes
is a feasible way to optimize their functions and rational design. From the perspective of real application, molecular
design methods can provide effective solutions to enzyme engineering. Currently, there are two research directions in
the molecular design of enzymes, including improving the catalytic activity and stability of enzymes. Studying
methods of enzyme molecular design is helpful to the investigation of protein biological mechanisms. In recent years,
bioinformatics methods have been widely used in enzyme molecular design in the academia community. In this
paper, the enzyme design background, strategies and some classical cases are systematically summarized.
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Table 2 Different objects in enzyme molecular design
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Table 3 Common strategies used in enzyme molecular design
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Fig.6 A general flowchart for enzyme design
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