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Machine learning energy predictors
[>2<] ® Crystal graph CNN Tian & Grossman. PRL 120, 145301 (2018)
- ® Transferlearning + DFT-SPC

Query " . Energy . DFT
composition > Virtual library ’ prediction » Screening » optimization

Ye=f(S|X) :, 2 e

e
.

X = A,B,C.Dy

]

i
4
+

Lo
<
p o

o

Generative models for crystal structures
@ Whyckoff position generator
® Element substitution
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