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Machine learning energy predictors
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Generative models for crystal structures
@ Whyckoff position generator
® Element substitution
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True Prediction
Wyckoff letters of No. 148 True Prediction
Wyckoff |y itiplicity  Coordinates
lotter oty Seonins Wyckoff letters of No. 62
i 18 ). WYKoty ipiicity  Coordinat
e 9 (112,00), ... letter | Multiplicity  Coordinates
d 9 (112,0,112), ... d | 8 (X.2), ...
c 6 0.02), ... c 1 4 (x14.2), ...
b 3 0,0,112), ... b | 4 (0,0,172), ...
a 3 ©0,00), .. a | 4 (0,00),...
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