Undetected magnetic ordering transitions corrupt MLIP training data

PuO, (DFT+U+SOC, non-collinear)
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Context & core issue Fig. 1 — Local magnetisation & deformation Fig.2 — DFT energy, pressure & deformation
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= Quantification of data corruption
+ Diagnostic workflow P and 50, marking AFM3k — AFM2k and AFM2k — AFM1k labels cannot disentangle magnetic from structural contributions.
= Magnetically-aware training strategies [WIP] transitions. Simultaneous reordering of X/Y/Z components
confirms a spin-structure change, not a numerical artefact. consequence
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