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YT AIE3ITONTE, Cul LORIMTED ., 11 1 08EEERL, XA
R L Y, CNEDERFF4 T T Cu TR S EEMES FHEEETHL 2
EBRbhot,

1 D5 FHEE 3L Cul td1 : 1LEEICRIT RIS

4,

C19(
mf“ra‘{;s @'&
% /‘ G
ciz\ "«\ €10y k‘ U (
52 cz / c:‘gcz/ cs
cza\
czi.th ( c22

1) D. Masuda et al., Tetrahedron Lett., 49, 4342 (2008)

— 6 —



RXRDHEBLEREE MV B XK

FERCBUREFEADIIBTDH b uR /A FROBT XV ) A FORZEICET S
HREFTIR-> TV B,

L EEBREREETDI IR/ A FROLBRLABRIBRLEZT XL /A
FOEETHK 8 O R, BRISRBAEICL VAV B/ XOBHMPMAORHEI -
) RFF— VTR FE o, NP UEREEE SN0 MR L FROT ALV A F
S EEREEZRL, EERELTBTFE—AL MERTIENDG, TNHDOBRITETD
BERERERICE LT FRR o £RR~ORKEZED 5 L Ko FHEEOR
BEHLIRNLE, LI L, 20OBEMNR

HEE D7 DT ) A F RSN R 0,
20, FRMARTFESTORTOREVSE Q M
MEV, £IZTUHRETIL, ThbHOML o
SRR L, EWHEDO s L Tropolone Azulene

TROT =< THELIT> T D, FEET,

(1) heRaogtr FRUZOBELLEHOER: bR/ A FRETAV /A4 F
EEL 77U =T NEORBRRILEBDOER L EDEREBELERL. TD
HEREBRN LT3, REEIR, CERICBREZFTI7I/ barr/4Iy
A) RUGEDERBEEDERIZOVTHELIT o1,

(2) TAVVEOEMERRE © FRART AV UVEOER L EORIGEDOBRE.
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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, Bul/l. Chem. Soc. Jpn.,
81, 1094-1102 (2008).

H/D isotope effect of methyl internal rotation for acetaldehyde in ground state as
calculated from a multicomponent molecular orbital method

T. Ishimoto Y. Ishihara, H Teramae, M. Baba, and U. Nagashima, J. Chem. Phys.
128, 184309 (2008).

H/D isotope effect in methyl torsional interaction of acetone as calculated by a
multicomponent molecular orbital method

T. Ishimoto Y. Ishihara, H. Teramae, M. Baba, and U. Nagashima, J. Chem. Phys.
129,214116 (2008).

Study on Raffenetti’'s P File Format in Conventional Ab [nitio
Self-Consistent-Field Molecular Orbital Calculations in Parallel Computational
Environment

H. Teramae and K. Ohtawara, J. Comp. Chem., Japan. 7, 179-184 (2008).

Nanorods of Endohedral Metallofullerene Derivative.

T. Tsuchiya, R. Kumashiro, K. Tanigaki, Y. Matsunaga, M. O. Ishitsuka, T.
Wakahara, Y. Maeda, Y. Takano, M. Aoyagi, T. Akasaka, M. T. H. Liu, T. Kato,
K. Suenaga, J. S. Jeong, S. lijima, F. Kimura, T. Kimura and S. Nagase, J. Am.
Chem. Soc., 130, 450-51 (2008).

Three-metal-center spin interactions trough the intercalation of metal azapophines
and pophines into an organic pillared coordination box.
K. Ono, M. Yoshizawa, T. Kato and M. Fujita, Chem. Commun., 2328-30 (2008).



Trimacrocyclic arylamine and its polycationic states.
A Tto, Y. Yamagishi, K. Fukui, S. Inoue, Y. Hirao, K. Furukawa, T. Kato and K.
Tanaka, Chem. Commun., 6573-75 (2008).

An N-substituted azal[ 14Jmetacyclophane tetracation: a spin-quintet tetraradical
with four para-phenylenediamine-based semi-quinone moieties.

A. Tto, S. Inoue, Y. Hirao, K. Furukawa, T. Kato and K. Tanaka, Chem. Commun.,
3242-44 (2008).

Does Gd@Cs, Have an Anomalous Endohedral Structure? Synthesis and Single
Crystal X-ray Structure of the Carbene Adduct.

T. Akasaka, T. Kono, Y. Takematsu, H. Nikawa, T. Nakahodo, T. Wakahara, M.
O. Ishitsuka, T. Tsuchiya, Y. Maeda, M. T. H. Liu, K. Yoza, T. Kato, K.
Yamamoto, N. Mizorogi, Z. Slanina and S. Nagase, J. Am. Chem. Soc., 130,
12840-41 (2008).

Dynamic Behavior of Cyclic Hemiacetals of
2-Hydroxy-2-(2-hydroxyphenyl)-1,3-indandione Derivatives

S. Hashimoto, N. Sakuma, H. Wakabayashi, H. Miyamae, and K. Kobayashi,
Chem.Lett., 37, 696-697 (2008).

Novel push—pull n-conjugated compounds suffering steric hindrance between
donor and acceptor subunits

D. Masuda, H. Wakabayashi, H. Miyamae, H. Teramae, K. Kobayashi,
Tetrahedron Letters 49, 4342-4345 (2008).

Inhibition of NO Production in LPS-stimulated Mouse Macrophage-like Cells by
Trihaloacetylazulene Derivatives.

J. Takahashi, T. Sekine, M. Nishishiro, A. Arai, H. Wakabayashi, T. Kurihara, K.
Hashimoto, K. Satoh, N. Motohashi, and H. Sakagami, Anticancer Res., 28,
171-178 (2008).

Inhibition of LPS-stimulated NO Production in Mouse Macrophage-like Cells by
Benzocycloheptoxazines. _

K. Miyahara, H. Murayama, H. Wakabayashi, T. Kurihara, K. Hashimoto, K.
Satoh, N. Motohashi, and H. Sakagami, Anticancer Res., 28, 2657-2662 (2008).




Tumor-specific Cytotoxicity and Type of Cell Death Induced by
Benzocycloheptoxazines in Human Tumor Cell Lines.

H. Murayama, K. Miyahara, H. Wakabayashi, T. Kurihara, K. Hashimoto, K.
Satoh, O. Amano, H. Kikuchi, Y. Nakamura,Y. Kanda, S. Kunii, N. Motohashi,
and H. Sakagami, Anticancer Res., 28, 1069-1078 (2008).

Synthesis of 1,2-Azulenequinone Derivatives by Bromine-Oxidation
H. Wakabayashi, O. Irinamihira, S. Shibata, T. Kurihara, Y. Uchiyama, A. Ohta,
and K. Fujimori, Heterocycles, 76, 1133-1140 (2008).
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Theoretical Studies on Phenothiazines, Benzo[a]phenothiazines and Benz [c]acridines
Teruo Kurthara * Kazumi Shinohara * Makoto Inabe, Hidetsugu Wakabayashi * Noboru

Motohashi * Hiroshi Sakagami * Joseph Molnar
Motohashi N (eds.) Bioactive Heterocycles VI, Springer, pp. 253-279 (2008).
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