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Study on_thermoelectric materials exhibiting giant Seebeck effect by
computational considerations from a viewpoint of molecular shape
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Recently, thermoelectric materials generating electricity from waste heat
have much attention and we have reported that some molecular compounds show particularly large
Seebeck coefficient. The goal of our work is to discover the mechanism to exhibit the giant Seebeck
effect (GSE). In this study, we focus on molecular shape which closely relates to the electronic
state and perform several computational studies as well as experimental measurements. As a result,
specific vibration mode is found in the GSE compounds from normal mode analysis with DFT
calculations. Also, MD calculations give a low lattice thermal conductivity along the conductive
direction. These dependencies can be partially seen in experimental results such as molecular
orientation effect.
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