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Figure S1: The results of two different compression schemes of PbCOs-Pnma to 40 GPa. The low
compression is a gradual compression to 40 GPa in steps of 5 GPa, and the high compression is a sharp

compression to 40 GPa.
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Figure S2: Comparison of the crystal structures of Pbe[CaOg]-P3m1 and K3S20¢-P321.
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Figure S3: Relative enthalpy—pressure dependencies of CaCOj3 (a), StCOj3 (b), and BaCOs3 (c).



relaxed structure

Figure S4: Optimized structure of Pby[C2Og]-P3m1 and snapshots of the last step of MD calculations at

100 GPa and 300, 1000 and 2000 K.

104
5_§§<<> —
S ——
N
/M "
3 10 =
= 154
-20
E—— |
=251 -251
I XS YI Z UR TZXUYT|SR ¢ 3 10 15 20
Wave vector DOS (states/eV)

Figure S5: Band structure of PbCO3s-Pmmn at 30 GPa.
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Figure S6: Band structure of PbCO3-Pmmn at 100 GPa.



