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In order to develop a mathematical model that can represent the ferroelastic
phenomena in SOFCs considering the microstructural evolution of lanthanum strontium cobalt ferrite
(LSCF), which is used as the air electrode of solid oxide fuel cells (SOFCs), molecular dynamics
analysis was employed to construct an analytical method and model, and numerical analysis was
conducted. The numerical analysis was carried out.
In the deformation process of perovskite LSCFs, intense atom diffusion and reactions accompanying
the change from cubic to rhombohedral crystals occur during the development of the band structure,
and it is considered that the atom behavior and band structure development respectively induce the

stress nonlinearity in ferroel@sticitz. i o i i
In this study, molecular dynamics-mechanics elemental analysis is applied to this problem.
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