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. A crystal is nothing but a large molecule.: {J. H. Van Vleck in “Theory of Electric and Magnetic Sus-

ceptibilities”, Oxford University Press, London, 1932, p. 322) -
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Chemists are builders by nature, master riggers of the atomic stuff. Single molecules of moderate

complexity under their belt, they now long to move on to the construction of more elaborate struc-

.............. Chemists have ingeniously designed small modular units of varying rigidity that can be
assembled or assemble themselves, or that they wish would assemble, into larger, ordered struc-

tures of substantial complexity. (Roald Hoffmann in American Scientists, 1994, 82, 308)
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Dear Colleagues at IMS |

Rabai, Gyula

‘ Some of you may remember a Hungarian visitor as he walked forth and ‘back betwegn the
laboratory and his office room many times a day wearing a white lab-cqatT His third favorite place
was the library, one of the best scientific libraries in the ‘word. Well, this visitor ‘was me. Not long
ago I left you and came back to my country, but my memory is still there. I feel that I.have been
very Iucky to have the opportunity of spending a‘fruitful and very exciting year at IMS between
October 1st 1993 and Septefnber 30thl 1994. That period of my life was so nice that only 1996
could be a more beautiful year for me, because I could come back again to spend another long
period in Okazaki. My stay there was sciehtiﬁcally rewarding, as well. Our results have been pub-
lished in leading scientific journals such as J. Phys. Chem., J. Chem. Phys., J. Amer. Chem. Soc., J.
Chem. Soc. Chem. Commun.

My research field appears to be a little extraneous for most of the scientists working at IMS as I
Have been studying nonmonotonic chemica’l kinetics such as temporal periodic and chaotic oscilla-
tions, excitability, and éhemical hysteresis in ‘sol{ltions.\v These pfoble'ms are not related closely to
your maiﬁ research activities, I know. However, you may find tﬁem interesting anyway. I should
emphasiie that much of the interest in these chemical phenomena arises because of the similarity
to the behavior of many biological systems. Think of, for example, the periodic motion of your
heart 6r your respiratory cycles. The respiratory cycles are controlled by the COz-content of the
blood. We found an inorga_nic system, in which CO; plays the governing role.in the periodic and
chaotic oscillatory behavior. Professor Ichiro Hanazaki, who was my host scientist at IMS, recog-
nized the significance of this group of chemical phenomena man-y years ago. In addition to his ex-
cellent work on the laser chemistry, he has found a way to introduce the research of nonmonotonic
chemical kinetics and made the research profile of IMS more colorful. Professor Hanazaki wés run-
ning an effective research team to study non‘monotonic chemical kinetics. The most important re-
sults of his team are the descriptioﬁ and mechanistic explanation of the effect of light illumination
on the dynamical behavior. Since I had worked. for 4 years in the United States on the similar

problems before I joined Hanazaki’'s team, I can compare the results of a leading American group



with that of Hanazaki's group. I do not think that I can say "the A‘in'ericaris Var'ey beffer".

Professor Ichiro Hanazaki has retired from IMS recently. This is a great loss for the laser che-
mistry, but it is even worse, Aprqbably deadly, for thg IMS ’research activities on the nonmonotonic
chemical kinetics. At this mdineht, it l’c;oks alrrnyo:sl; ’ceftain that this interesting research field will
disappear from the profile of IMS with Hanazaki's retirement. It should not be so. IMS is a very
famous fesea‘.l;ch institute. -All dver the world, many people know this institute as the Japanese cen-
ter of nonlinear éher’nistry. I étrohgly believe that IMS shouid continue supporting research on

nonmonotonic chemistry.
With my warmest regard‘s, :

Gyula Rabai -
- Institute of Physical Chemistry
Kossuth Lajos University

H-4010 Debrecen, Hungary

'Enjoying the life in Okazaki

Hrusak, Jan

I have been living in Okazaki visiting the IMS for a period of about nine month. It certainly was

a great and enriching experience for both my private and also scientific life. Before arriving in

Japan my knowledge about the country and people was rather limited and thus the feelings and ex--

.pectations were somehow mixed that time. The accessible information’s about Japan ‘were rather
scarce and strongly influenced by many prejudices. Coming from Central ‘Europe i.e. from a com-
pletely different cultural background, one had many open questions: How would be the life in a re-
v latively small Japanese city without the knowledge of the language causing reasonably high cultu-
ra-l barriers? - How will be tﬁe life jn general and what is about the food, which builds a reasonable
. portion of my living expéctations? How would be the communication with the new colleagues?
What would be the scientific outcome of the trip? etc.

It has to be said in the beginning that the expected problems did ‘not appear fo be very severe
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and the rather simplified picture drawn in Europe about Japan; being a expensiVe country with an
rather closgd society, have been préven wrong. After a very short period of assimilation I felt

very comfortable. The living facilities in Mishima Lodge were finally very good and above any ex-

pectations. I enjoyed to live and communicate together with the other visitors and joined the diffe-

rent facilities of the Okazaki International Association and the Mitsuhashi Culture Club. I was
soon inQolvéd into many ‘cul‘tural and social activities and ‘improved_ my knowledge of the Japanese
habits, the country, and the people. Very soon I learned to love the Japanese food in its manifolds
and enjoyed every lunch and dinner in the small reétaurants in Okazaki.

My new colleagues in the Theoretical divisi‘on of the IMS were very kind, helpful and extremely
tolerant.. The very international group of professor Iwata with its relaxed and ffiendly working
atmosphere gave me the opportunity to learn much about the wide spread academic activities and I
obtained some hints for my own projects. I personally quote very high the effort of Prof. Iwata to

force his students and co-workers to explore new directions in the research. His close collabora-

. tion with experimentai groups all over Japan and his broad view to very different topics in che-

mistry was aiways fascinating. The weekly group seminars held in English were not only impor-
tant for the scientific idea exchange, but gave also to our Japanese colleagues the opportunity to
improve their English skills and get more self-confideﬁce for presentations in an international .
forum.

Scientificall&, the stay in IMS was a success. I could finish a series of projects and we as I hopeA
started a long standing collaboration which already resulted in few papers published and few
others are in progress being completed. The collaboration will continue with a long term visit of
Dr. S. Ten-no in Prague and I am looking forward to further scientific and personal exchanges. ‘

Overall, the stay in Okazaki was a success, bbth cultural.ly'and scientifically. I and my family,
who visited me in Japan for summer vacations will remember for ever, the kindness and hospital-

ity of all the Japanese colleagues, the beautiful country which we learned to admire and the lovely

. Japanese food, which we miss in Europe. I wou_]d like to express my thanks to Prof. Iwata-and to

all the colleagues and friends in IMS who made my stay in Japan unforgettable. My special thanks
goes to the both secretaries of the Théoretical division who have been very kind in helping me to

solve the daily life problems. I hope to meet you all again.
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Sutter, Jean-Pascal
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Ostrovsky, Valentin N.
SF I AOVF - B RHdR

PhD (1972) and Dr. Sci (1981) in Theoretical Physics at The Leningrad
(now St. Petersburg) State University. Currently the leading research fellow
at The Institute of Physics, St. Petersburg State University; also the chair of
physics at St. Petersburg Agricultural University. The research interests lie
in various branches of theoretical atomic and molecular physics, in particu-
larly, in the theory of atomic collisions.

Research at IMS in Prof. H. Nakamura's group concern the basic problems
in the theory of chemical reactions (related to so called “transition state
theory”) and also some mathematical models for non-adiabatic transitions.
Some work on the Rydberg states of atoms in external fields and clusters

also has been done.

Pal, Sourav
AV ¥ —ZHRRF R & BB BIE

Academic record: M. Sc. (1977) in Chemistry from I. I. T. Kanpur, India;
Ph. D. (1985) from Calcutta University, India; Since 1983 at theoretical che-
mistry group of National Chemical Laboratory, Pune, India; Alexander von
Humboldt fellow, 1987; Fellow of the Indian Academy of Sciences, 1996

At IMS: Visiting Professor from March, 1997

Research interests: Electron correlation effects in potential energy surface,
excited states and molecular properties; specialisation in many body coupled-
cluster theory. Also worked on hardness and softness principles in chemis-
try

Research program at IMS: In Prof. Iwata's group on multireference coupled

cluster theory for excited states.

Bayle, Jean-Pierre
BRSSO ZER % R %

Ph. D. (1982) at Universite Paris-Sud, Orsay, France in the field of N.M.R.
methods for solids and liquid crystals. Associate Professor since 1990 in the
Chemistry Department of Universite Paris-Sud. My research interests are
N.M.R. in liquid crystals, liquid crystal synthesis, metallomesogens, liquid
crystal gels. My present work is related to the molecular arrangment of
laterally substituted nematics studied by "*C NMR.

Prof. S. Miyajima's group.

Terekhin, Michail A.
WSR2 & HBh#dE

Academic record: Graduated in 1985 the Moscow Physical-Technical Insti-
tute (Russia). Since 1985 in Kurchatov Institute, Moscow: Graduate student,
researcher and Senior researcher (1992). Ph. D. in physics on Solid State in
1992.

Research Program at IMS: Photoluminescence processes in barium fluoride

and other promissing scintillator materials.

Wagner, Albert F.
WA 2y —  SCBETEANIZER

In 1972, I received a Ph. D. from the California Institute of Technology
and joined the Chemistry Division of Argonne National Laboratory where I
have remained. My interests are in theoretical studies of the kinetics and
dynamics of chemical reactions. In recent years I have developed classical
methods for incorporating hindered rotations into statistical kinetics
theories, applied trajectory simulations to understand polyatomic product
distributions in abstraction reactions, and applied statistical kinetics theories

to the thermal dissociation of Chloro-Fluoro-Carbons (CFCs).

Gangopadhyay, Gautam
HERITIE R - IERE B AR 55 —AFSEE01Y  SRIME AN SR ZE B

Academic Record: MSc in Chemistry with Physical Chemistry specializa-
tion in 1987 from Burdwan University, India. PhD (Science) in 1993 from
Jadavpur University and PhD work is done at Indian Association for the
Cultivation of Science, Jadavpur, Calcutta, India.

Permanent Address: Lecturer, S N Bose National Centre for Basic Scien-
ces, JD Block, Sec-III, Salt Lake City, Calcutta, India.

Present Status: JSPS post-doctoral fellow with Prof. Y Tanimura, I.M.S.

Research Interest: Theoretical Spectroscopic Studies on nonlinear optical
processes. Present interest is to develop quantum statistical methods applied

to molecular stochastic processes.

Marzilli, Luigi Gaetano
HARA LA SR R S AR MR ZE 0 Y AP RVME AR~ WIFE S

My name, Luigi G. Marzilli, is Italian but I am an American born in Provi-
dence, Rhode Island, where [ graduated with a B.Sc. degree in Chemistry
from Brown in '65. After the Ph. D. in Inorganic Chemistry with Prof. Alan
Sargeson at the Australian National University in '69 and a post-doctoral re-
search year at the Univ. of Chicago in Jack Halpern's lab., I began my
academic career at Johns Hopkins. In '80 I moved as Professor to Emory
University in Atlanta where I am now a Dobbs Professor of Chemistry. Em
ory is the only major private university in Georgia.

Put very succinctly my research interests in metallobiochemistry can be
described as: metallodrugs (anticancer, Technetium radiopharmaceuticals),
metal adducts of nucleic acids and nucleotides, and B12 chemistry. I employ
spectroscopic (2D Multinuclear NMR and Raman), synthetic, molecular mod-
eling, and mechanistic methods.

My international pursuit of chemistry has taken me frequently to Italy and
Germany, but now my involvement with Japan is increasing. Currently,
under the sponsorship of a JSPS fellowship, I am staying six-months in the
laboratory of Prof. Shionoya at IMS where my interests complement the aims
of the laboratory to create and study new, interesting, useful molecules con

taining both metals and biomolecules.
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Kruglik, Sergei G.
T FHEE TR B IR FRSVE A4S R 7E B

I received M. S. degree in physics at the Belarusian State University,
Minsk, Belarus in 1985. After graduating from the University, I worked per-
manently at Stepanov Institute of Physics, Academy of Sciences of Belarus.
First, I held the position of probationer-researcher (1985), then the positions
of junior research associate (1987), research associate (1992), and senior re-
search associate (1997). In January 1995, [ was awarded Ph.D. degree in
physics and mathematics from Stepanov Institute of Physics for the study of
the excited states of porphyrin complexes with transition metals by reso-
nance Raman and CARS spectroscopic methods.

Presently, I am working at IMS as a JSPS post-dectoral fellow in the group
of Prof. Teizo Kitagawa studying the ultrafast photoinduced processes in
metalloporphyrins with time-resolved picosecond resonance Raman spectros-
copy. My current scientific interests are focused on physical aspects of vib-
rational heating/cooling, fast conformational interconversions, solvent-solute
interactions and excited-state properties of complex organic molecules in con-
densed phase.

Markosyan, S. A.
HH B TEIRAR 75 RARBE 5 FFE 5 — PRI M SRR AR~ VI ZE %

Graduated from the Yerevan State University, Faculty of Physics (Arme-
nia, former USSR) in 1970. Got the Ph. D. degree in 1975 from M. V. Lomo-
nosov Moscow State University.

Since 1977 has been working in the Laboratory of Problems for Magnet-
ism at the Faculty of Physics, M. V. Lomonosov Moscow State University,
successively as scientific researcher, senior researcher, leading researcher.

Sci. Dr degree: in 1989 “Localized and Itinerant Magnetism in Rare Earth-
3d Intermetallic Compounds”.

1991-1997: Vice chief of the Laboratory of Problems for Magnetism (M.
V. Lomonosov Moscow State University).

Since 1993: Presidential Personal Stipend for Selected Russian Scientists.

1990-1991: Directeur de Rechérche (Laboratoire du Magnétisme L. Néel,
CNRS, Grenoble, France);

1994-1995: Visiting Professor (Institute for Experimental Physics, Tech-
nical University, Vienna, Austria);

Since April 1997: JSPS fellow in IMS (group of Prof. K. Inoue)
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Wang, Ke-Zhi
FEIRAL A EER M RR SEAR G T ZEERM  FIRIE AGE R R B

I received my Ph. D. degree from Peking University, P. R. China, in 1993,
where I worked on functional lanthanide complexes and their Langmuir-
Blodgett (LB) films. I then did postdoctoral research (1993-1995) on electro-
nic switching and electroluminescent vacuum-deposited films made of metal-
organic compounds, at Electronics Department, Peking University. I spent
one and three months with Professor Yam at the University of Hong Kong,
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The 57th Okazaki Conference

“Reaction Field and Mechanics of Respiratory Terminal Oxidases”

October 28-30, 1996

October 28 (MON)

15:00-16:00  Registration (IMS, Rm. 101)

16:00-16:10  Welcome Address: Mitsuo Ito (Director General, IMS)

16:10-16:20  Opening Remarks: Takashi Ogura (IMS)

16:20-17:20  Plenary Lecture (Chair: N. Sone): Matti Saraste (EMBL): Evolution of respiratory
terminal oxidases

October 29 (TUE)

Session 1. Structure of Terminal Oxidases (Chair: T. Mogi)

9:00-9:10 Tatsushi Mogi (Univ. Tokyo): Overview

9:10-9:50 Shinya Yoshikawa (Himeji Inst. Tech.): Structure and mechanism of bovine
cytochrome ¢ oxidase

9:50-10:40 Bernd Ludwig (Biozentrum): Structure-function relation in terminal oxidases from
Paracoccus

10:40-11:10  General discussion: Implications on mechanisms of electron transfer and proton
translocation

11:10-11:20  Photograph

Session 2. Molecular Biology (Chair: M. Wikstrom)

12:30-12:40
12:40-13:30

13:30-14:00

14:00-14:30

14:30-15:00

Méarten Wikstrom (Univ. Helsinki): Overview

Robert B. Gennis (Univ. Illinois): The use of mutants to investigate the proton
channels in the heme-copper oxidases

Nobuhito Sone (Kyusyu Inst. Tech.): Molecular biology on terminal oxidases and
bey complex in thermophilic bacilli

General discussion: Journey beyond the structures

Coffee break (IMS, Rm. 201)



Session 3. Dynamics and Mechanics I (Chair: T. Kitagawa)

15:00-15:10
15:10-16:00

16:00-16:50
16:50-17:20

17:20-17:50
17:50-18:20

19:30-21:00

Teizo Kitagawa (IMS): Overview

Takashi Ogura (IMS): Time-resolved resonance Raman studies on dioxygen reduc-
tion by cytochrome ¢ oxidase

Olof Einarsdottir (Univ. California, Santa Cruz): Time-resolved optical absorption
studies of dioxygen reduction by cytochrome ¢ oxidase

Yutaka Orii (Kyoto,Umv) "Control of intramolecular electron transfer in terminal
oxidases

Tatsushi Mogi (Univ. of Tokyo): Origin and assembly of bacterial quinol oxidase
General discussion: Kinetics and control of dioxygen chemistry

Poster presentation (2 min briefing followed by free viewing at IMS, Rm. 201)

Oct. 30 (WED)

Session 4. Dynamics and Mechanics II (Chair: R B. Gennis)

9:00-9:10
9:10-10:00 "

- 10:00-10:20

10:20-11:10

11:10-11:40

Robert B. Gennis (Univ. Illinois): Overview

~Francis Millet (Univ. Arkansas): Design of ruthenium-cytochrome ¢ derivatives to

measure electron transfer to cytochrome ¢ peroxidase and cytochrome ¢ oxidase
Koichiro Ishimori (Kyoto Univ.): 'H-NMR studies on ligand binding by bovine
cytochrome ¢ oxidase

Méarten Wikstrom (Univ. Helsinki): Reduction of dioxygen and conservation of
energy by the respiratory heme-copper oxidases

General discussion: Energy couplmg and proton translocation

Session 5. Reaction Field I (Chair: I. Morishima)

12:30-12:40
12:40-13:30

13:30-14:00

14:00-14:30

14:30-15:00 -

Isao Morishima (Kyoto Univ.): Overview

William B. Tolman (Univ. Minnesota): Synthetic approaches toward understanding
the nature of Cua and the mechanism of dioxygen activation by dimetalic sites in
proteins :

Yoshihito Watanabe (IMS): Cleavage of the O-O bond by heme enzymes and protein

_engineered peroxidase

Yoshinori Naruta (Kyusyu Univv.): A model c.ompound of the heme az-Cug center

Coffee break (IMS, Rm. 201)

Session 6. Reaction Field II (Chan‘ Y Naruta)

15:00-15:30
15:30-16:00

16:00-16:30
16:30-17:00

17:00-17:10

Motonari Tsubaki (Himeji Inst. Tech.): Redox metal centers of bo-type and bd-type ’

ubiquinol oxidases

Yoshitsugu Shiro (Riken): Reduction of nitric oxide by P450p,, from Fusarmm ox-
ysporum

Hideo Shimada (Keio Univ.): Activation of molecular oxygen by P450cam Appllca
tions of site-directed mutagenesis and site-specifc labelling with non-natural amino
acids ‘

General discussion (Chair: I. Morishima): Requirements for ligand activation and
future directions

Closing remarks: Bernd Ludwig (Univ. JWG)

10.

11.

Posters (Underlines denote presenting authors.)

. Two oxo-iron forms during the dioxygen reduction of quy reduced cytochrome ¢ oxidase

Jorg Matysik!, Takashi Ogura?, Kyoko Shinzawa-Itoh?, Shmya Yoshlkawa Teizo Kitagawa!
( Institute for Molecular Science and ?Himeji Inst. of Tech.) ’

. UVRR spectroscopic investigation on cytochrome ¢ oxidase

Jorg Matysik', Takashi Ogura?, Kyoko Shinzawa-Itoh?, Shinya Yoshikawa?, Teizo Kltagawa
(Mnst. for Molécular Science and 2Himeji Inst. of Tech.)

. Resonance Raman study on oxygen intermediates of cytochrome bo from Escherichia coli

Shun Hirotal* # , Tatsushi Mogi? Takashi Ogura Tomoyasu Hirano?, Yasuhiro Anraku?,
Teizo Kitagawa® (Inst. for Molecular Science -and 2Univ. of Tokyo, # Present address:
Nagoya Univ.) :

. Ultraviolet resonance Raman spectra of bovine heart cytochrome ¢ oxidase

Michihiko Aki!, Takashi Ogural, Kyoko Shinzawa- Itoh?, Shinya Yoshikawa® and. Teizo
Kitagawa®! (‘Inst. for Molecular Sc1ence/Graduate Univ. for Advanced Studies and 2Himeji

- Inst. for Tech.)
. Paths of dioxygen and water movement through bovine cytochrome ¢ oxidase

Clare A. Peters-Libeu!, Tomitake Tsnklhara and Shinya Yoshikawa® (*Fac. of Life Sciences,
Himeji Inst. of Tech. and Inst. for Protein Research, Osaka Univ.)

. Reaction mechanism of cytochrome- type nitrite reductase as studied by pulse radwlysts

Kazuo Kobayashi®, Seiichi Tagawal, Alrik Koppenhoefer and Stuart J. Ferguson (Mnst. of
Scientific and Industrlal Research Osaka Umv and 2Dept of Blochemxstry, Univ. of Oxford'
UK)

. Unusually high and selective affinity of oxygen molecu]e to a heme bearing OH pendants in 1ts

cavnty _
Yoshinori Naruta, Alain Kossany1 and Fumlto Tani (Inst. for Fundamental Research of Orga-
nic Chemistury, Kyushu Univ.)

. Terminal oxidases in the parasite mitochondria

Kiyoshi Kita', Nobuko Mlnagawa Akio Yoshimoto?, Yoshisada Yabu®, Nobuo Ohta® and
Kazuo Nagai* (*Dept. of Parasitology, Inst. of Med. Sci., Univ. of Tokyo, 2Dept. of Biochem.,
Niigata College of Pharmacy, Dept. of Med. Zoology, Nagoya City Univ,, ‘Dept. of Bioeng.,
Tokyo Inst. of Tech.)

. Singular value decomposition study on the reactlon of metmyoglobin with Hz0a: Possxble

formation of a hydroperoxy heme in protein

Tsuyoshi Egawa, Hideo Shimada and Yuzuru Ishimura (Dept. of onchemlstry, School of Medi-

cine, Keio Univ.) :

Alternative oxidases in Bacillus stearothermophilus )

Junshi Sakamoto, Yoshimi Handa, Kenji Oobuchi and Nobuhito Sone (Dept of Blochemlcal En
gineering and Science, Kyushu Inst. of Tech.)

Cytochrome ¢ oxidase of a microaerobic bacterium, Magnetdspz'rillmn magnetotacticum
Yoshihiro Fukumori, Yoshihiro Okuda and Taketomo Fujiwara (Dept. of'Life Science, Faculty
of Bioscience and Biotechnology, Tokyo Inst. of Tech.)




%SSIﬁllﬁﬂlﬂ%‘r:ﬂ 77V YA
rﬁ?ﬁﬁﬁ@ﬁ%@ﬁ&&ﬁ%wﬁgl

VAR E/A ¥ N

The 58th Okazaki Conference

“Recent Development and Future Prospects of Molecule Based

Conductors” , ‘ m

March 7-9, 1997

March ‘7 (Friday)

chairperson: M. Yamashita (Nagoya University)

1:00-1:10
1:10-1:20
1:20-1:55

1:55-2:30

2:30-2:55:

2:55-3:20

3:20-3:35

Welcome address Director General M. Itoy (IMS)
Opening address H. Kobayashi (IMS)
D. Schweitzer (University Stuttgart)

“%(BEDT-TTF)2I3: An Extreme Case of a Quasi-two-dimensional Electronic Sys-

»

tem
U. Geiser (Argonne National Laboratory)

“Teaching an Old Dog New Tricks: Superconductmg BEDT TTF Salts with Novel

Anions”

G. Saito (Kyoto University)

“Characteristic Aspects of »-Type ET Superconductors”

T. Ishiguro (Kyoto University)

“Magnetic Propertxes of p-Electron Conductor #-(ET)2Cu[N(CN)2JX (X = Br, Cl)” )))

Coffee Break

chairperson: J. Suzumura (Nagoya University)

3:35-4:05
4:05-4:25

4:25-4:45

4:45-5:05

H. Fukuyama (The University of Tokyo) :

“Magnetism and Phase Diagram of Organic Conductors, (ET)2X and (TMTCF);X”
M. Tamura (Toho University)

“Narrow Band Effect in Some Molecular Conductors”

K. Kanoda (IMS)

“Mott Transition and Superconductivity in Quasi-Two-Dimensional - Systems,
(ET)X"

T. Komatsu (The University.of Tokyo)

“Resistivity Anomaly in x'-(BEDT-TTF)2Cuz(CN)3"

chairperson: T. Sugano (Meijigakuin University) -
5:05-5:40 Daoben Zhu (Institute of Chemistry, Beijing)
. “Structure and Properties of BEDT-TTF Salts containing Magnetlc Anions”
5:40-6:15 M. Kurmoo (IPCMS-GMI, Strasbourg)
: “Molecular Conductors, Superconductors and Magnets
6:15-6:35 T. Enoki (Tokyo Institute of Technology)
“TTF-Based Molecular Magnets”

March 8 (Saturday)
chairperson: T. Nakamura (Hokkaido University)

8:45-9:20 A. E. Underhill (University of Wales)

“Synthesis, Structure and Propertles of Melal Complexes of Extended Sulphur

Donor Ligands”
9:20-9:40 G. Matsubayashi and M. Nakano (Osaka University)

“Electrical Conductors of Metal Complexes with the Extended Dithiolato Ligand

Having a CgSg Skeleton”
9:40-10:00 A. Kobayashi (The University of Tokyo)

“Crystal Structures and Electrical Properties of Molecular Conductors Based on

Metal-dithiolene Complexes and BETS Molecules”
10:00-10:20 R. Kato (ISSP, The University of Tokyo)

“Development of Molecular Conductors Based on Metal Complexes of Dithiolate

Ligands”
10:20-10:35  Coffee Break

chairperson: K. Kajita (Toho University)
10:35-11:10  P. Cassoux (CNRS, Toulouse)

“How to Ensure a Real Interplay of Conductivity and Magnetism or Non-linear

Optical Properties in a Molecular Solid: A Contemporary Challenge”

‘11:10-11:35 V. N. Laukhin (Kyoto University (Chernogolovka)) ‘
“Phase Transitions in the Organic Conductor A-(BETS)2FeCls: Magnetization and

Magnetotransport Measurements”
11:35-12:00 Y. Tokura (The University of Tokyo)
“Filling Control of m-d Electron System”

chairperson: H. Tajima (ISSP, The University of Tokyo)
1:30-2:05 E. Coronado (Universidad de Valencia)

“Hybrid Molecular Materials Formed by Electron Donor Molecules and Magnetic

Metal Complexes”
2:05-2:25 - S. Kitagawa (Tokyo Metropolitan University)’

“Transition Metal (Mo, Cr, Fe) Complexes-Based- Assembly Towards Coexistence

of Magnetic and Conducting Properties”
2:25-3:00 R. T. Henriques (Instituto Superior Tecnico)

“The Role of Conduction Electrons and’ Magnetxc Chains in PerpM(mnt); and Re-

lated Compounds”
3:00-3:20 H. Mori (ISTEC)

“Metal-insutator Transition of ‘-Type BEDT- TTF Salts; (BEDT- TTF)ZMM (SCN)s

[M = T], Rb, Cs, M’ = Co, Zn}"
3:20-3:40 K. Inoue (IMS)



3:40-3:55

“High-Spin Polynitroxide Radicals as Versatile Bridging Ligands for Manganese
(II) or Copper (II) Complexes w1th ngh Ferrl/Ferromagnetlc T

Coffee Break

chairperson: N. Kojima (The Umver51ty of Tokyo)

355415

4:15-4:35

4:35:4:55. -

4:55-5:15
5:15-5:40

7:30-9:00

Y. Yamashita (IMS) : ' '
“Unusual Cation Radical Salts of Butterfly- Shaped Bls(l 3- dlthlole) Donors Incor-
porating Solvent Molecules”
K. Awaga (The University of Tokyo)
“Exotic Magnetic Systems in Nitronylnitroxide Radlcal Catxons Molecular Spm
Ladders and Kagome Antiferromagnets” ‘
H. Kitagawa (JAIST)
“The Metallic State in a MMX Chain Complex, Pt2(dta)4I(dta = CH3CS2 )
T. Inabe (Hokkaido University)

“Dicyano Phthalocyaninato Metal (III) Anions; A Versatile Component of Molecular '

Conductors”
T. Mitani (JAIST)
“Control of 1-D Conductors by Electron-Proton Cooperation”

Poster Session

March:9 (Sunday)

chairperson: N. Toyoda (Osaka Prefecture University)

8:45-9:10

9:10-9:35

9:35-9:55

9:55-10:10

S. Kagoshima (The University of Tokyo)

“Electronic States of Some TMTSF- and BEDT- TTF Based Conductors under High
Magnetic Fields”

T. Takahashi (Gakushuin University) -

“Electronic State of (DMeDCNQI)2Cu;.4Li,: Randomness and Dimensionality”

S. Aonuma (ISSP, The University of Tokyo)

“Overview of the Anomalous Isotope H, 3¢, 1"N) Effect ‘in (DMQDCNQI)QCU

.Observed by Selective Isotope Substitution”

Coffee Break

chairperson: T. Naito (Hokkaido University)

10:10-10:45
10:45-11:05

11:05-11:25

11:25-11:45

E. B. Yagubskii (Institute of Chemical Physics RAS, Chernogolovka)

“Molecular Conductors Based on M(DDDT), Cation Salts”

T. Nogami (The University of Electro-Communications)

“Physical Properties of ET Salts with Organic Anions”

T. Sugawara and A. Izuoka (The University of Tokyo)

“Interconversion between Bistable Magnetic States of Radical lon Salts of a Cross-
Cyclophane Twin Donor”

K. Takahashi (Tohoku University) _ -

“Structural and- Physical Properties of Conducting Ion Radxcal Salts of Novel
Heterocycle-Extended Donors and Acceptors”

-chairperson: K. Kobayashi (The University of Tokyo)

1:20-1:45

T. Otsubo (Hiroshima University) . :
“Conducting Molecular Complexes Based on Tetrathiafulvalenophanes”

1:45-2:05 Y. Misaki (Kyoto University)
_ “x-Type Metals Based on Bis-Fused TTF Donors”
2:05-2:25 T. Mori (Tokyo Institute of Technology)
“Synthesis and Properties of New TTP Series Donors”
2:25-2:45 K. Kikuchi (Tokyo Metropolitan University)
) “The Structures and Physical Properties of EDDH TTP and DOET and Salts"
'2:45-3:05. - T. Sugimoto (Osaka Prefecture University) :
" T“Weak Room-Temperature Ferromagnetic Behavior in nghly Conductlve 1:2
Dimethyl-Substituted TCNQ/Its Radical Anion Mixed Salts” ' : ‘
3:05-3:15 -~ Closing Remarks T. Enoki (Tokyo Institute of Technology)

Poster Sessmn (19:30-21:00 (March 9)) -

POl -

P02

P03

P04

P05
P06
P07

P08
P09
P10
P11
P12

P13

P14

H. Seo and H. Fukuyama (The University of Tokyo)

Antigerromagnetic Phases in (TMT CF)ZX

K. Yonemitsu (IMS) . :
Interplay of Electron-Electron and Electron- Phonon Interactxons in One and Two Band
7-d Electron Systems :

H. Tajima, J. Shiraishi, M. Kohmoto (ISSP, The Umversxty of Tokyo)

Two Band Hubbard Model and Its Application to Molecular Conductors

" E. Laukhina, A. Khomenko, S. Pesotskii, V. Tkachev, L. Atovmyan, E. Yagubskii, C.

Rovira, J. Veciana, J. Vidal-Gancedo, V. Laukhin, J. Ulanskii and J. Jeszka (Rus51an Acad.
Sci., CSIC, Technical University of Lodz, Polish Acad. of Sci.)

Systematic Study of the (ET)zI3 Reticulate Doped polycaarbonate Film: Structure. EPR
Transport Properties and Superconductivity .

- N. Tajima, M. Tamura, Y. Nisho and K. Kajita (Toho University)

Magnetotransport Anomaly in an Exotic Energy Band of a-ET2l3
H. Ito, T. Ishiguro and G. Saito (Kyoto University) -
Pressure Phase Diagram of x(BEDT-TTF)zX Salts -
Y. Nakazawa and K. Kanoda (IMS)
Low-Temperature Specific Heat of BEDT-TTF Based Superconductors
H. Taniguchi, Y. Nakazawa and K. Kanoda (IMS)
Anisotropy and Vortex State of the Quasi-Two-Dimensional Superconductor, a(BEDT
TTF),NH,Hg(SCN)4
T. Nakamura, W. Minagawa, R. Kinami, Y. Konishi and T Takahashi (Gakushuin Uni-
versity)
Magnetlc Properties in 0 (BEDT-TTF)2MZn(SCN)4 (M = Cs, Rb) :
E. Ohmichi, T. Nakada, T. Ishlguro. Y. Misaki, T. Mori, T. Ohta N. H1guch1 T. qura and
T. Yamabe (Kyoto University) '
Low Temperature Metallic Conductance in DTEDT Salts and BDT-TTP Salts
T. Hasegawa, S. Kagoshima, T. Mochida and Y. Iwasa (JAIST The Umversxty ‘of Tokyo,
IMS)
Novel Electronic Structures of (BEDT-TTF)(TCNQ derivaties)
K. Hiraki and K. Kanoda (IMS)
Wigner-Crystal Type of Charge Ordering in (DI-DCNQI)2Ag
M. Inokuchi, A. Ardavan, J. Singleton, P. Day, A. Sato, T. Naito, H. Kobayashi and A,
Kobayashi (The Royal Instltutlon of Great Bretam. The Unlversxty of Oxford Hokkaldo
University) '
Cyclotron Resonance Study of a/EtzMezN[Nl(dmlt)g]z
S. Matsuzaki (Kumamoto University)



P15
P16
P17
P18

P19

P20

P21 .

P22

P23

P24

P25

P26

P27

P28

P29

P30

P31

Neutral-ionic Transition of Organic CT Crystals
K. Takeda and I. Shirotani (Mororan Institute of Technology)

Electridal and Structural Anomalies of One- dlmensmnal Bis (1,2- Benzoqumonedloxmmato)'

platinum (II), Pt(bqd),, at High Pressures

D. Yoshida, H. Kitagawa, T. Mitani, T. Ito and K. Nakasu]x (JAIST Kyushu University,
Osaka University)

Filling Control of 1-D TCNQ Conduction Band by Protonatlon and Deprotonatxon

"M Yamashita, T. Hama, A. Ichikawa, T. Manabe, H. Miyamae, D. Yoshida, H. Kitagawa, Y.

Iwasa and T. Mitani (Nagoya University, Josai University, JAIST). .

Synthesis and Properties of Low-Dimensional Charge Transfer Complex Connected with
Hydrogen-Bond, [Pt(H2DAG)(HDAG)|[Ni(DMIT)2]

A. Miyazaki, M. Enomoto, M. Enomoto, T. Umeyama, T. Enoki, Y. Kuwatani and M. Iyoda
(Tokyo Institute of Technology, Tokyo Metropolitan University) :
Structures and Magnetic Properties of Novel Molecular Antiferromagnets Based on TTF
Type Radical Ion Salts

R. Kumai, A. Asamitsu and Y. Tokura (JRCAT The Umver51ty of Tokyo)

Structure and Magnetic Properties of TMTSF - MCl, (M = Fe, Ga) Crystals

H. Tanaka, A. Kobayashi, T. Saito, E. Arai, H. Akutsu and H. Kobayashi (The University
of Tokyo, IMS)

Phase Diagram of a New Series of BETS Superconductors, A- BETSgGaBerh x

H. Akutsuy, E. Arai, H. Kobayashi, A. Kobayashi, M. Tokumoto, L. Brossard and P. Cas-
soux (IMS, The University of Tokyo ‘Electrotechnical Laboratory, SNCMP-CNRS, LCC.
CNRS) -

Magnetic Properties of Organic Molecular Metals w1th Magnettc Amons, A BETSz Fecl4
T. Akutagawa and T. Nakamura (Hokkaido University)

Ni(dmit)z Complexes with Ion-Inclusion Compounds

S. Takeda, T. Akutagawa and T. Nakamura (Gunma University, Hokkaido Umversu:y)
Molecular Mobility in the Semiconductor [NH4][IgCe][Ni(dmit)z]s

T. Ohkubo and S. Kitagawa (Tokyo Metropolitan University)

Synthesis and Properties of Copper (I} Compounds of Hexaazatriphenylenehexacarbonit-
rile

K. Takahashi and K. Kobayashl (The University of Tokyo)

Heterocycle-Fused DCNQIs and their Cul Complexes: A° New Typc of Molecule-Based
Conductor

S. Tarutani and K. Takahashi (Tohoku University) '
Crystal Structures and Conducting Properties of 4-Oxocyclopentadithiophene-TCNQ Salts
M. Uruichi, K. Takushi, Y. Yamashita and J. Qin (IMS, Wuhan University)

‘Characterization of the Charge-Transfer Salts of BDNT and M(mnt) (M = Nl, Pd, Pt, and

Au): Finding of a Ferromagnetic Interaction in Conductive BDNT-Ni(mnt);

M. Kumasaki, H. Tanaka, A. Kobayashi, T. Saito and H. Kobayashi (The. University of
Tokyo, IMS)

Preparation and Characterization of Bis[(propylenedithio)tetrathiafulvalenedithiolato}meta-

late, M(PTDT);

H. Fujiwara, E. Arai and H. Kobayashi (IMS) :
Preparation and Characterization of Novel Metal Complex [M(ddds)z]n.-(M = N1, Au;n =
0,1) :

Y. Kashimura, Y. Okano and R. Kato (The Umvers:ty of Tokyo)

New Molecular Conductors Based on “Unsymmetrical” 1,2-Dithiolene Complexes

T. Naito and T. Inabe (Hokkaido University)

Some Trial of Synthesis of New-Metal-complex Conductors

P32

P33
P34
P35
P36

P37

P38

P39

P40

P41

P42

P43

P44

P45

P46
P47
P48

P49

F. Fukuhara, T. Komatsu, N. Kojima, H. Takahashi, N. Mori and F. Amita (The Umver51ty'
of Tokyo, Nihon University, ISSP, Kyoto University)

Transport Phenomena and Au. Valence State:'in. the Au Mlxed Valence Complexes
Csao[AulX][AulllYy] (X, Y = CI, Br, I) - : '
A. Takano, T. Komatsu, N. Matsushita and N. Kojima (The Umverstty of Tokyo)

- The Photo-Induced and the Doping Effects on the Non-Linear Excited States in the Neiut-

ral MX-Chain Complex of mixed-valence platinum [PtXz(en)][PtX4(en)] (X = CI, Br, I)

T. Manabe, M. Yamashita, H. Okamoto, H. Kitagawa, T. Mitani, M. Inokuchi, K." Yakushi
and K. Inoue (Nagoya University, Tohoku University, JAIST, IMS)

Competition Between Electron-Correlation” in Ni(III) and Electron-Lattice Interaction in
Pd(II)-Pd(IV) in' Mixed-Metal MX-Chain, Nij-xPdx(chxn)zBr3

Y. Murakami, T. Komatsu, N. Kojima and M. Matsuo (The University of Tokyo) .

Study on the Spin-Crossover Transition in [Fe(Htrz)s](R-SO3)2 + nH,0

T. Manago, S. Hayami and Y. Maeda (Kyushu University) . ‘

Study of Mixed-Valence Dinuclear Iron (II, III) Complexes [Fez(bpmp)Lg](BF4)2 Antl

- symetrically Delocalized Valence States
~ H. Oshio and T. Ito (Tohoku University)

Ferromagnetic Interactions Induced by Charge Transfer Interactmns
S. Kawata, H. Kumagai, S. Wang, S. Breeze and S. Kitagawa (Tokyo Metropolltan Uni-
versity, Queen’s University)

.Construction of Novel Two-Dimensional Ferromagnetic Copper (II) Sheets,"

{|Cu(baOH)(pyOH)2}(thf)aln and [Cu(tfac)2(pyOH)2]a(baOH = 4-Hydroxy pyrldme, pyOH
= 3-Hydroxy pyridin¢; Htfac = Trifluoroacetic acid)" :
H. Tobita, S. Kitagawa, S. Kawata and M. Katada (Tokyo Metropolitan Umversxty)
Synthesis and Characterization of Iron, Chloranilate and TTF Compounds
T. Kuroda-Sowa, Y. Taira, M. Munakata and M. Maekawa (Kinki University)

Crystal Structure and Conducting Property of 1-Dimensional Silver(l) Coordmatlon Po-:
lymer Compound with 1,2-Dicyanohydroquinone o

M. Umeya, H. Matsuzaka and S. Kitagawa (Tokyo Metropolltan Umver31ty)

Synthesis and Properties of Molybdenum Complex-Based Compounds with TTF

M. Tanaka, H. Mizomoto, K. Mashima and K. Tani (Osaka University)

Synthesis and Characterization of Linear Tetranuclear -CrzPt; Complexes Bearmg 6-
Diphenylphosphino-2-Pyridone

H. Fukumoto, K. Mashima and K. Tani (Osaka Umversnty)

Synthesis and Structure of Conjugated Polyene Complexes of Ruthenium:

H. Shimoda, Y. Iwasa, T. Mitani, C. Murayama, N. Mouri, K. Ishii, H. Suematsu, Y. Mura-
kami and Y. Maniwa (ISSP, The Umversu:y of Tokyo KEK, Tokyo Metropohtan Umver81
ty)

‘Pressure Dependence of Tc in Alkali-Ammonia Complex Fullerides

K. Pokhodnya, Y. Tsubaki, Y. Sakakibara, M. Tokumoto and T ‘Uchida (Electrotechmcal
Laboratory, Science University of Tokyo)
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" January 6 (Mon.), 1997

. Chairpersbn:
9:00-9:10
9:10-9:40
9:40-10:10
10:10-10:40
Chairperson:

11:00-11:30

11:30-12:00

12:00-12:30

Chairperson:

14:00-14:30
14:30-15:00
15:00-15:30

15:30-16:00

Chairperson:

16:20-16:50

Opening Address

Suehiro Iwata (Institute for Molecular Sciénce) :

Mitsuo Ito (IMS)

Mu 'Shik' Jhon (Koreﬁ Ad\.rancéd Ihstitﬁ‘té of Scieﬁce and Techhology)
“High Directional Monte Carlo Method Applied to Water and Proteins”
Koji Kaya (Keio University) '
f‘O_rgamometallic Clusters Studied under a Molecular Bearr_l"

Kee Joo Chang (Korea Advanced Institute of Science and Technology)

“Firét-principles Study of the Equilibrium Structures of Small Sin Clusters”

Kyung-Hoon Jung (Korea Advanced Institute of Science and Technology)

‘Kiyokazu Fuke (Kobe University)

“Micrdscdpic Solvation Procesé of Alkali Atoms and its Dimer: Photoelectron Spec-
troscopy -of.M(NHB)n M = Li, Li", Na’) and M(H20),"

Sang Kyu Kim (Inha University) - }
“Excited-State Intermolecular Proton Transfer Dynﬁmics in 1-Naphthol (NH3)a
Clusters"‘ . ;

Hirosﬁi Sekiya (Kyushu University)

“Effects of Intermolecular Hydrogen-Bond on the Structure and Proton Transfer in
Aromatic Molecule”

Kiyokazu Fuke (Kobe University)

Suehiro Iwata (Institute for Molecular Science)

“Spectroscopies and Reactions of Molecular Clusters”

Kenro Hashimoto (Tokyo Metropolitan University)

“Theoretical Study of Solvated Alkali-Metal Clusters”

Ja Kang Ku (Pohang Univeristy of Science and Technology)

“Photodissociation of Fe(CO); in a Weak UV Laser Field”

Kyung-Hoon Jung (Korea Advanced Institute of Science and Technology)
“Photodissociation of IBr near 267 nm by Center-stripe Analysis of Two-dimen-
sional Image”

Young Dong Park (Ajou Universily)

Kazuhiko Misawa (The University of Tokyo)

16:50-17:20

17:20-17:50

“Excitons in J-Aggregates with Hierarchical Structure”

Jang-Joo Kim (Electronics and Teléecommunications Research Institute)
“Electro-Optic Polymer Waveguide evices”

Yukio Furukawa (The University of Tokyo)

“Electronic and Vibrational Spectroscopies of Conjugated Oligomers and Polym-

ers”

January 7 (Tue.), 1997

Chairperson:

9:00-9:30

9:30-10:00

10:00-10:30

Chairperson:

11:00-11:30

11:30-12:00

12:00-12:30

Dongho Kim (Korea Research Institute of Standards and Science)

Keitaro Yoshihara (Institute for Molecular Science)

“Solute Clusterization Induces Specific Reaction in Solution: An Ultrafast Spectros-
copic Evidence”

Seokmin Shin (Seoul National University)

“Quantum/Classical Dynamics Study of Molecular Ions in Condensed Phases”
Koichi Iwata (Kanagawa Academy of Science and Technology)

“Solute-Solvent Energy Transfer and Solvation Structure Studied by Picosecond
Time-Resolved Raman Spectroscopy”

Koichi Iwata (Kanagawa Academy of Science and Technology) =
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