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Model a(A)y ¢c¢(A) c¢/a By (GPa) « (107°K~1)
Exp 4913 5.405 1.100 38 2.43
Empirical 4.926 5403 1.097 43 4.93
PWPP-LDA fit 4.914 5.396 1.098 38 4.54
PWPP-LDA 4.873 5376 1.103 39 -
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GGA fit 2.056
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Method c11 (GPa) c12 (GPa) cqq (GPa)  caa/cas
Exp 297 95 156 0.6
Empirical RIM 279 130 129 1.0
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LDA fit DFC 287 106 163 0.7
FPLMTO-LDA 318 87 144 0.6
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