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Relaxed and rattled subsets
Subset (median)

rattled-relax (0.27)
rattled-300 (2.78)
rattled-500 (2.94)
rattled-1000 (3.25)
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PBE-AIMD subsets
Subset (median)

PBE 1000 K, NVT (0.73)
PBE 1000 K, NPT (0.73)
PBE 3000 K, NVT (1.37)
PBE 3000 K, NPT (1.36)
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Subsampled rattled subsets
Subset (median)

rattled-300 (subsampled) (3.10)
rattled-500 (subsampled) (3.09)
rattled-1000 (subsampled) (3.35)

Mean force norm (eV Å−1)
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