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Calculation by ab initio using twelve layer
A| 387 3.55 2.80 >=2.92 plate models [This work]
Estimation from dopant diffusion experiments
B 3.88 3.56 or 3.86 - - and calculated diffusivity by ab initio
[Vanhellemont 2012]
Ab initio results [B. Puchala, “Table 2.1 and

C | 3.17~3.7 | 2.88~4.406 - - 2.2,” Ph.D. thesis, The University of
Michigan, 2009] since 2001
Standard calculation by ab initio using hybrid

D - - 2.87 3.61 function HSEO6 [$piewak 2009, 2011]
Ab initio LDA+U method [Spiewak 2007,

E - - 2.33 3.17 2008]
Standard ab initio [Antonio 2001]
y‘ I F - - 1.93 23
X Standard ab initio [Sueoka 2006]

G - - 2.56 35
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