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Large-Scale Canonical Molecular Orbitals Study  
Has Great Potential in Shaping the Future. 
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The new quantum chemical calculation software “ProteinDF”  
has been developed, where canonical molecular orbitals of all electrons 

of nanoscale molecules such as proteins are computable. 
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All-electron calculation  

of metal-containing protein 

First-principle MD  

of proton-channel protein 

Prediction of gas-cavity structure  

in [Ni-Fe-Se] hydrogenase 

Analysis of electron mobility  

in insulating material 


