Parity over every structure: PAW charge occupancies

FNO prediction PAW charge occupancies

training set — 303 structures, 241,149 voxels sampled
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validation set — 88 structures, 77,394 voxels sampled
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relative L2 = 0.0504
R? =0.9974

MAE = 0.005289
RMSE = 0.01147
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share of the split's sampled voxels per bin



