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1) "Molecular Structure Optimization and Molecular Dynamics Using Hamiltonian Algorithm:
Structure of Benzodiazepine Minor Tranquilizers—Towards Non-Empirical Drug Design —", H.
Teramae, K. Ohtawara, T. Ishimoto and U. Nagashima, Bull. Chem. Soc. Jpn., 81, 1094-1102
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3) “Computational Study of Excited-State Intramolecular-Proton-Transfer  of
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Umpei Nagashima, Bull. Chem. Soc. Jpn., 82, 570-573 (2009).
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1) H. Uehara, K. Horiai, and T. Noguchi, J. Phys. Chem. A, 113, 10435-10445 (2009).
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1) Tumor-specific Cytotoxicity and Type of Cell Death Induced by
Naphtho[2,3-b]ffuran-4,9-diones and Related Compounds in Human Tumor Cell Lines:
Relationship to Electronic Structure

A. Takano, T. Kurihara, K. Hashimoto, M. Ogawa, J. Koyanagi, T. Kurihara, H.
Wakabayashi, H. Kikuchi, Y. Nakamura, N. Motohashi, H. Sakagami, K. Yamamoto and
A. Tanaka, Anticancer Research 29: 455-464 (2009)
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1) Y. Mukano et al., Tetrahedron 66, 605 (2010)
2) H. Saito et al. Chem. Lett., 38, 1080 (2009).
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Computational Study of Excited-State Intramolecular-Proton-Transfer of
o-Hydroxybenzaldehyde and Its Derivatives

S. Nagaoka, H. Teramae, and U. Nagashima, Bull. Chem. Soc. Jpn., 82, 570-573
(2009).

BRFTET NI Y X L&k RN FilERE{LD PC 7 7 A F —IZ X 515
AR
FE1 2, KER —F, J Comp. Chem. Jpn., 8, 31-40 (2009).

Analysis of Rotational and Vibrational-Rotational Spectra of HF Based on the
Non-Born-Oppenheimer effective Hamiltonian
H. Uehara, K. Horiai, and T. Noguchi, J. Phys. Chem. A, 113, 10435-10445 (2009).

Polycationic States of Oligoanilines Based on Wurster's Blue
A. Tto, D. Sakamaki, H. Ino, A. Taniguchi, Y. Hirao, K. Tanaka, K. Kanemoto, and T.
Kato, Eur. J. Org. Chem., 2009, 4441-4450 (2009).

Two-Electron Reduction of a Rh-Mo-Rh Dithiolato Complex to Form a Triplet Ground
State Associated with a Change in CO Coordination Mode

S. Muratsugu, K. Sodeyama, F. Kitamura, M. Sugimoto, S. Tsuneyuki, S. Miyashita, T.
Kato, and H. Nishihara, J. Am. Chem. Soc., 131, 1388-1389 (2009).

Spin Crossover by Encapsulation
K. Ono, M. Yoshizawa, M. Akita, T. Kato, Y. Tsunobuchi, S.-i. Ohkoshi, and M. Fujita,
J. Am. Chem. Soc., 131, 2782-2783 (2009).

High-spin polycationic states of an alternate meta-para-linked oligoarylamine
incorporating two macrocycles

D. Sakamaki, A. Ito, K. Furukawa, T. Kato, and K. Tanaka, Chem. Commun.,
4524-4526 (2009).



Frequencies and absorption intensities of fundamentals and overtones of NH stretching
vibrations of pyrrole and pyrrole-pyridine complex studied by near-infrared/infrared
spectroscopy and density-functional-theory calculations

Y. Futami, Y. Ozaki, Y. Hamada, M. J. Wojcik, and Y. Ozaki, Chem. Phys. Lett. 482,
320-324 (2009).

Tumor-specific ~ Cytotoxicity and Type of Cell Death Induced by
Naphtho[2,3-b]furan-4,9-diones and Related Compounds in Human Tumor Cell Lines:
Relationship to Electronic Structure

A. Takano, K. Hashimoto, M. Ogawa, J. Koyanagi, T. Kurihara, H. Wakabayashi, H.
Kikuchi, Y. Nakamura, N. Motohashi, H. Sakagami, K. Yamamoto, and A. Tanaka,
Anticancer Res., 29, 455-464 (2009).

Reactions of Ninhydrin with Benzo[b]thiophenes
N. Suzue, R. Ishii, R. Kamiya, H. Wakabayashi, and_K. Kobayashi, Heterocycles, 78,
2467-2475 (2009).

Solid-State Transformation of Achiral Crystals to a Chiral Crystal by Guest Release
from Host-Guest Inclusion Crystals of Achiral Host Compound

H. Saito, M. Suzuki, H. Miyamae, N. Hayashi, and K. Kobayashi, Chem. Lett. 38,
1080-1081 (2009).

Effect of Tropolone, Azulene and Azulenequinone Derivatives on Prostaglandin E,
Production by Activated Macrophage-like Cells

M. Nishishiro, T. Kurihara, H. Wakabayashi, and H. Sakagami, Anticancer Res., 29,
379-384 (2009).

Tumor-specific  Cytotoxicity and Type of Cell Death Induced by
Benzo[b]cyclohept[e][1,4]oxazine and 2-Aminotropone Derivatives

T. Narita, A. Suga, M. Kobayashi, K. Hashimoto, H. Sakagami, N. Motohashi, T.
Kurihara, and H. Wakabayashi, Anticancer Res., 29. 1123-1130 (2009).

Inhibition of NO Production in LPS-stimulated Mouse Macrophage-like Cells by
Benzo[b]cyclohept[e][1,4]oxazine and 2-Aminotropone Derivatives

A. Suga, T. Narita, L. Zhou, H. Sakagami, K. Satoh, and H. Wakabayashi, /nternational
Journal of In Vivo Research, 23, 691-698 (2009).
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Molecular Structure Optimization and Molecular Dynamics using Hamiltonian
Algorithm: Structure of Benzodiazepine Minor Tranquilizer — Towards Non-Empirical
Drug Design —

H. Teramae, K. Ohtawara, T. Ishimoto, and U. Nagashima

The International Conference on "Simulations and Dynamics for Nanoscale and
Biological Systems" (Tokyo), 2009 4 3 A
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