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Ju etal, Physical Review X 7, 021024 (2017)

Bayesian Optimization

Initial candidate structures (20)
(Randomly selected)
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Left lead Interfacial region Right lead

Ju etal, Physical Review X 7, 021024 (2017)
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Calculator: Atomistic Green’s Function (AGF): Phonon transmission
Evaluator: Interfacial Thermal Conductance (ITC)

Optimization method: Common Bayesian Optimization (COMBO)
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Calculated structures Calculated structures

Optimal structures were obtained by calculating only 3.4% of all candidates.
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Problem: Arrange superlattice structure to realize minimal thermal conductance
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Si/Ge superlattice region
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Si/Ge
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