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Stability and Phonon Spectrum of Polyacene Crystal (School of Medicine, Nihon University)
OKomatsu, Tokutaro

The prediction that polyacene (PA) may be a 1000 K - class superconductor? has attracted
many theoretical chemists.”? As successful synthesis of PA has been reported in 2023%, PA-
based organic conductor / superconductor becomes much realistic. DFT calculations gave a
stable structure that has the band dispersion and the density of states shown in Fig. 1. The one-
dimensional electronic structure may have Peierls instability resulting in metal-insulator
transition. To elucidate the concern, the stability of the crystal structure was studied by phonon
calculation.
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