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Fig. S1: Parity plots for energy and force, comparing DFT reference data with MACE-
MPO potential predictions, are shown for (a) Test_1 containing the 3300-ternary
dataset, and (b) Test_2 containing the 800-multicomponent dataset. The correspond-
ing force RMSE per element for each dataset is presented as histograms in the third

column.
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700 K

Bulk Modules (GPa)
Supersalts RMSE: 0.4074, MPO RMSE: 2.3720

Total Energy (eV)
SuperSalts RMSE: 0.0035, MPD RMSE: 0.0252

Density (g/cm?)
SuperSalts RMSE: 0.0046, MPD RMSE: 0.0213
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Bulk Modules (GPa) Total Energy (V) Density (g/cm?)
SuperSalts RMSE: 0.1886, MPO RMSE: 2.8222 SuperSalts RMSE: 0.0027, MPO RMSE: 0.0195 SuperSalts RMSE: 0.0021, MPO RMSE: 0.0284
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Bulk Modules (GPa) Total Energy (eV) Density (g/em?)
SuperSalts RMSE: 0.1046, MPO RMSE: 2.9056 SuperSalts RMSE: 0.0012, MPQ RMSE: 0.0210 SuperSalts RMSE: 0.0010, MPO RMSE: 0.0326
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Fig. S2: Parity plots for bulk modules, total energies, and densities, comparing DFT
reference data with SuperSalt and MACE-MPO potential predictions at different tem-
peratures.



