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Phase transformations, dislocation plasticity & microstructure evolution

Mesoscale simulations of processes

Map equilibrium energy-structure
surface for precipitation in alloys
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Energy landscape as input for
meso-scale simulations

Liquid structure from Precipitate structure
ab inito Molecular from Kohn-Sham density
Dynamics functional theory
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Support vector machine (SVM)
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Extract continuum fields around
defect substructures
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Molecular dynamics of microstructures with

EXX- NN regression fit

Phase-field modelling of multi-particle solid-

orientation relationships
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Slip transfer across a
Kurdjumov-Sachs interface

Kurdjumov-
Sachs (KS)
interface
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