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The new quantum 
chemical calculation 
software 
“ProteinDF”
was developed, 
where molecular 
orbitals of all 
electrons of proteins 
are computable.

Based on the 
software, a practical 
simulation system 
that precisely 
analyzes 
biomolecular
reactions is now 
constructed for the 
applied research 
such as design of 
new enzyme and 
medicine as well as 
for the fundamental 
research.

Please enjoy the 
world of beautiful 
molecular orbitals of 
protein. 
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Molecular orbitals of cyt. c3
which contains four hemes

(Fe-porphyrins).

Each horizontal line 
indicates the orbital energy.
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