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Figure S1. Two projections of the brucite simulation supercell. a looking along the c axis; b looking
along the b axis. Green atoms-Mg, red atoms-O, white atoms—H.
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Figure S2. a Volume of the unit cell for brucite as function of pressure; b pressure dependence of
the parameter a of brucite; ¢ pressure dependence of the parameter ¢ for brucite; d ratio of unit cell
parameters c/a for brucite as a function of pressure. Experimental data of Fukui et al. [1], and Mitev
et al. [2] are shown as symbols.
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Figure S3. a Pressure dependence of the simulated Mg-O distances in [MgOes] octahedra; b pressure
dependence of the simulated O-H distances in structural hydroxyls. Experimental data of Nagai et
al. [3], Catti et al. [4], and Mitev et al. [2] are shown as symbols.
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Figure S4. Power spectra for Hxy (a) and Oxy (b) for both versions of the ClayFF force field.
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Figure S5. Power spectra of brucite at P=1 bar and high temperatures for the ClayFF-MOH model.
a entire spectral range of atomic vibrations; b librational modes.
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Figure S6. Power spectra of brucite at 7=300 K and high pressures for the ClayFF-MOH model. a
entire spectral range of atomic vibrations; b librational modes.
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Figure S7. Power spectra of brucite at T=673 K and high pressures for the ClayFF-MOH model.
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