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Neural network fitting & optimization
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Mo-base alloy



  

Ni-base superalloy



  

Phonons in DFT

Zero temperature



  

Phonons in DFT
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Phonons in DFT to predict phase behavior
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Calculate material property

Generate neural network models

Search for optimal solution
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Correlations between properties
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Semiconductors

Working with Samsung to 
propose and experimentally 
verify new LED materials

Use DFT combined with 
experimental data to search for:

Reduced cost

Improved efficiency



  

LED semiconductors

Mo and Ni alloys

Four new tools

Alloy phase
predictions

Phonons in DFT

Recursive
learning DFT

LED semiconductors
Correlations

between properties

Neural network fitting
& optimization



  

Phase information,
lattice misfit,

interfacial energy,
stacking fault energy,
antiphase boundaries

Experimental data for
precipitate formation

Precipitate formation

P
recip itate

 prope rties

Phonons in DFT

Recursive
learning DFT

Merge experimental data
DFT, phase field models

Correlations
between properties

Neural network fitting
& optimization
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