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Theory of atom diffusion and structural stability of metal/semiconductor interfaces:
from inorganic to organic systems
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Atom diffusion and structural stability of metal/inorganic and organic semiconduct
or interfaces have been studied by using the first-principles quantum mechanical calculations. This projec
t has clarified what causes the atom diffusion, what is the important factor to classify the interface-ato
m mixing and the compound formation, and how the Schottky barrier changes by the interface defects. Based
on these results, we constructed a new theory connecting the stability of interface and the origin of Scho
ttky barrier formation.
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