Parity over every structure: m

training set — 303 structures, 2,106,368 voxels sampled

validation set — 88 structures, 635,776 voxels sampled
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. RMSE = 0.04053 [e/A3] e RMSE = 0.03977 [e/A3]
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share of the split's sampled voxels per bin



