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Palladium oxide, which has a tetragonal structure (space group: P4./mmc) at standard
temperature and pressure, forms a cubic structure (space group: Fm3m) at high pressure or on
a substrate. The symmetry lowering from Fm3m to P4,/mmc can be understood as a cooperative
Jahn-Teller distortion induced by electron-phonon coupling. In this study, we investigated the
vibronic structures responsible for the cooperative Jahn-Teller deformation.
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