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Evaluation of High-Pressure Elastic Constants of Crystalline SiO,
from First-Principles Calculations
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Fig. 1: Bond angle distribution functions for the O-
Si-O and Si-O-Si angles in (a) a-quartz and (b) a-
cristobalite, plotted against volume.
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Fig. 2: Pressure evolution of the unit-cell volume of
o-quartz. The open circles represent data from the
DFT calculations, and the solid curve is the best-fit
Birch-Murnaghan equation of state with parameters
Ko = 37.7(3) GPa and K}, = 4.9(1). Solid symbols
represent the x-ray diffraction data.
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