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The deductive method; Which residues already have impacts 
on reaction mechanism?

The Inductive method; Which residues newly give impacts?

𝑯𝑯𝛹𝛹 = 𝐸𝐸𝛹𝛹

Gain experience 

・ Machine learning
・ Data assimilation

Solve by 
typical structures

The conventional methods;
Phylogenetic traits, homology modeling, 

and molecular dynamics methods
This work;

Protein canonical molecular orbitals analysis

Protein Design by Quantum Chemical Calculation
Quantum chemical calculation software “ProteinDF/QCLO” has been developed, 

where canonical molecular orbitals of protein are computable. 
https://proteindf.github.io/

Protein design is now performed by these methods.
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