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Study of Ga distribution in Sn clathrate semiconductor BagGa;sSn3y by the ionic model
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Fig. 1: Unit cell structure of BagGa;sSnsy.
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Table 1: Calculated model parameters (eV).

model E(2a) E@c) E(12d) E(24g) U

Ion 00 0.04 0.16 0.13 0.05

NN 0.0 0.11 0.31 0.25 0.13
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