
 

 Electronic structures in graphite are investigated as one of examples in our study for 
advanced inorganic materials. Of particular interests to our research are in the lattice 
constant, the band structure and the energy change through Li intercalation processes, 
because these are basic important information for materials. In this study, we have used the 
LACO type first-principles calculation, based on density functional theory. We have 
successively confirmed that our program runs relatively faster, keeping the accuracy, on 
TSUBAME, which allows us to realize effective and executable environment for our material 
development. 
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