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Figure S1. Projected electronic density of states for Li6PS5X (X = Cl or Br) with 0% site exchange as a function of pressure. The valence band maximum is set to 0 eV.  
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Figure S2. Pressure dependence of Li-ion activation energy (Ea) for Li6PS5Cl0.5Br0.5, Li6PS5Cl0.75Br0.25 and Li6PS5Cl0.25Br0.75 with 0% and 75% S2⁻/X⁻ site exchange. 
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Figure S3. Phonon dispersion spectra of Li6PS5X (X = Cl and Br) at 0 and 10 GPa.
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