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Photochemical and Spin Properties of Pentacene Derivative
Having Two Nitronyl Nitroxide Radical Substituents
(Osaka City University) oAkihiro Shimizu, Akitaka Ito and Yoshio Teki
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Development of density-functional tight-binding molecular dynamics simulations with nuclear quantum
effects and applications to proton dynamics
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Figure 1. Oxygen-hydrogen radial distribution Figure 2. Linear infrared (IR) absorption
functions for liquid water. The inset shows the spectra for liquid water obtained from the
close-up of the first peaks. dipole-moment autocorrelation functions.
[(ZE 3R]

[1] H. Nakai, A. W. Sakti, and Y. Nishimura, J. Phys. Chem. B 120, 217 (2016).

[2] M. E. Tuckerman, Statistical Mechanics: Theory and Molecular Simulation (Oxford Univ. Press, 2010).
[3] S. Habershon, D. E. Manolopoulos, T. E. Markland, and T. F. Miller, Annu. Rev. Phys. Chem. 64, 387
(2013).

[4] M. Gaus, Q. Cui, and M. Elstner, J. Chem. Thery Comput. 7,931 (2011).

[S]T.J. H. Hele, M. J. Willatt, A. Muolo, and S. C. Althorpe, J. Chem. Phys. 142, 191101 (2015).

[6] P. Goyal, H.-J. Qian, S. Irle, X. Lu, D. Roston, T. Mori, M. Elstner, and Q. Cui, J. Phys. Chem. B 118,
11007 (2014)

[7] M. Rossi, M. Ceriotti, and D. E. Manolopoulos, J. Chem. Phys. 140, 234116 (2014).

[8] A. K. Soper, Chem. Phys. 258, 121 (2000).

[9] A. K. Soper and C. J. Benmore, Phys. Rev. Lett. 101, 065502 (2008).

[10]J. E. Bertie and Z. Lan, App!. Spectrosc. 50, 1047 (1996).



1B08

ATV RERIZEITS
—BIE#ME O M) FMDNF AV ELVT A Uik E]
(RIKPE-EBT) ORE wth, TH B, s Ak
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