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We have carried out the first-principles studies of native and impurity point defects formation in
Mg2Si1 by density functional theory. Evaluating the formation energies of various charged point
defects, we show n-type electric conductivity of Mg2Si is derived from positive defect of Mg at
interstitial site, whether Mg2Si crystal grows under Si-rich or Mg-rich stoichiometric condition.
Moreover we obtained the result that negatively charged Li at Mg-site have low formation energy
and acts as an acceptor impurity in Mg2Si and we have elucidated Li-doped Mg2Si which is
fabricated under Si-rich condition reveals p-type electric conductivity by means of TSUBAME

system.
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