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Predictions of electronic structures and thermoelectric transport coefficient in
undeveloped layered complex metal nitrides were carried out using density functional
theory and Boltzmann theory calculations. Among the undeveloped layered complex
nitrides, we focus on a group of AMN, (A and M are s-, p-block metal ions and transition
metal ions, respectively.) -type layered complex metal nitrides. Several AMN; compounds
show anomalous anisotropic thermoelectric transport properties due to the anisotropic
electronic and crystal structures. In this study, origins of anomalous anisotropic
thermoelectric transport properties were elucidated. In addition, the influence of exchange-
correlation functional/potential on the calculation of thermoelectric transport coefficient was
investigated.
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