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HPC-QC hybrid algorithms
(O Embedding of QC active site into conventional
HPC simulations for strongly correlated electrons

Modifications & Compositions
QC / HPC modeling of crystalline/amorphous states

O Dynamic properties
Glassy dynamics and crystallization in glass ceramics

Accurate Energetics
(O Improved modeling of thermodynamical and
transport properties of redox materials

() Accelerated materials development
Machine-learning supported development of novel functional OXIdeS
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