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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.

Textbooks (in Japanese)

Molecular orbital of cytochrome c3 (Only 4 hemes are drawn as a backbone.)

Isosurface model Cloud-like model Protein internal exploration


