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Electronic states and optical properties of the functional energy materials
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Figure 1: Calculated phonon band structure for CsAICl, for the optimized structure: (a) all

modes, (b) low frequency modes (mode #1-56) and (c) high frequency modes (mode #57-72).
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Figure 2: Visualized phonon vibration modes of CsAICI4 for the optimized structure. The Cs,
Al and Cl atoms are colored with turquoise, grey and lime green, respectively. Mode numbers in

brackets correspond to those of the recalculation with non-analytical term correction.
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