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Rousset Christophe
(7 AU N7 a—KRECFRELHRER)

I arrived in Japan in September 1991 at Narita airport where two of my labmates
kindly came to pick me up. That day, the weather was very humid, hazy but it was not
raining. At that time, I didn’t realize how lucky I was. Indeed, one hour later, on our
way to Tokyo, it started to rain and believe it or not, I was not going to see the sun any
more till the 15th of October. I soon learned that we were in the middle of the typhoon
season and that I would have to get used to the strong winds and the heavy rains which
were sweeping Japan almost daily.

Although the weather was quite depressing, I settled down very smoothly in Okazaki
thanks to the help of my Professor, Tamotsu Takahashi and his Research Associate
Noriyuki Suzuki. In several occasions, mainly for administrative matters, their help has
been invaluable and I would like to take advantage of this letter to express my gratitute
to them as well as to the Coordination Chemistry staff of IMS for the true kindness they
have shown to me through out the year. This kindness, which I have experienced not
only at the Institute but also in the streets while shopping or travelling, makes life in
Japan easier and obviously helps to overcome the linguistic barrier.

I decided to come to this Institute after the completion of my Ph.D. in organic chem-
istry at Purdue University (Indiana, USA) under the direction of Prof. Ei-ichi Negishi.
Thanks to a JSPS (Japan Society for the Promotion of Science) postdoctoral fellowship,
I was able to join Prof. T. Takahashi’s laboratory whose research interests lies in the de-
velopment of organometallic chemistry in organic synthesis with an emphasis on organo-
zirconium chemistry. A

My interest in coming to this Institute was threefold. First, it was very nice for me to
have the opportunity to join a lab I had shared several projects with during the course of
my Ph.D. Secondly, I knew that by its enviable financial situation, this Institute would
provide excellent conditions to conduct top level research. Thirdly, by coming to
Okazaki, I would be able to fulfill one of my dreams and learn about Japan, a leading
country in the world and yet so mysterious to most occidentals.

I am right now finishing my postdoctorate and I think that my stay at IMS has fulfilled
most of my professional and personal aspirations. When I arrived here, I was very
pleased to find an institute so well equiped and some of my dreams were coming true as
I was learning about the facilities I could use any time I wanted. No more long waiting
lists to use brand new NMR, GC-Mass or X-ray machines. Just walk in and use them!

Such an environment obviously favors the fast progress of research and, although
Prof. T. Takahashi’s laboratory has been created only last September, the impressive fa-



cilities we can enjoy at IMS have greatly helped us to be rapidly operative. It is however
surprising that such a high-tech institute such as IMS does not always have laboratories
perfectly adapted to the type of experiments performed in those labs, and I think, for
example, that all synthetic chemistry laboratories should be systematically equiped with
individual hoods. Also, the cleaning staff is doing a wonderful job in keeping our labs
and offices as clean and bright as they are. However, they are normally cleaning the labs
during day time which is quite disturbing when you are in the middle of an experiment.
We therefore should be informed in advance of their plans in order to avoid such prob-
lems. Nevertheless, it has been a real pleasure for me to work at IMS and to enjoy its
outstanding facilities. Among those facilities, I won’t miss to cite its remarkable library
eventhough I think that the binding of the journals should be improved. In 1992, one
should be able to consult all the reviews and journals published in 1990. Unfortunately, I
have noticed that some of those journals are at the binding at the moment which is quite
frustrating.

But IMS does not only provides extraordinary equipments. It also promotes ex-
changes between scientists via its numerous colloquium and seminars and in 1994, for
example, our department, the Department of Coordination Chemistry, will organize the
XXX International Conference on Coordination Chemistry. All this indicates how dy-
namic is IMS and that it is one of its priorities to develop international exchanges. Qur
laboratory is no exception and, in addition to connections with a couple of Japanese
companies, we have exchanges of personel with universities in the United States
(Purdue, San-Diego), and within our group, we have people coming France, Lebanon
and Russia.

Although the international environment offered by IMS is one of its very attractive
feature, one shouldn’t forget that IMS is also admirably located. You won’t escape the
typhoon season nor the rainy season but you will surely enjoy very mild winters and very
pleasant springs which will enable you to discover Okazaki’s wonderful country side and,
if you have time, the neighboring and great cities of Tokyo and Kyoto.

All in all, T think that my stay here has greatly contributed to my professional and
personal growth, and I would certainly recommend this Institute to anybody who would
be interested in coming here.



Jerzy Gorecki
(R—9 ¥ FRET 27 I —YEILERF AR R)

— A few personal reflections on my stay in Japan —

I visited Japan for the first time at the beginning of 1991 during my “science-seeing”
tour around different Japanese Scientific Institutions. This visit allowed for my first per-
sonal contacts with scientists of the Okazaki Institute for Molecular Science including
Professor Hanazaki and Doctor Mori, whose work on oscillations in chemical systems I
was familiar with. I was deeply impressed by the very high level of research and the
superb computer facilities at IMS.

I was truly delighted when I received an invitation to join the group of Professor
Hanazaki to continue my theoretical studies on chemical systems in a faz from equili-
brium state. I have to say that the initial part of my simulations of nonequilibrium effects
was done in Poland on personal computers. The limitations of the equipment did not
allow me to study such interesting phenomena as the nonequilibrium energy distribution
or nonequilibrium spatial correlations caused by a chemical reaction. Therefore 1 was
very happy that my project on the molecular dynamics simulations of model chemical
systems far from equilibrium has been accepted by IMS. Now the project has been ad-
vanced for more than half of a year. A few papers continuing my previous research on
the nonequilibrium velocity distribution in model systems with a thermally activated re-
action have been submitted for publication. Many new results on nonequilibrium spatial
correlations and oscillations in model systems are still being analyzed. The successful
computing in Okazaki is possible thanks to the staff of the Computer Center and I
would like to express may special gratitude to Professor Kitaura and Mister Tanaka. Al-
though anybody doing computer simulations welcomes more CPU time, I appreciate the
time I have been given and the disk space I have been allocated to. The staff of com-
puter center is always ready to answer any questions concerned with the IMS facilities
starting from important ones like: “why Montreal’s computers are not available via inter-
net?” and ending with the simplest gaijin’s confusion where is the “CIRL” key on the
Japanese keyboard.

As a frequent user of the computer facilities let me make a few suggestions for
possible improvements. I think the BITNET facility should work all the week round. It
seems that the gate of mail is off from Friday evening till Monday morning, after the free
Saturdays have been introduced. Therefore the effective time for contact with the USA
or Canada is reduced to 4 days. Moreover from time to time the e-mail is delayed in
quite mysterious ways and the messages sent from Europe arrive after 2-3 days. Sec-
ondly, I do not think it is necessary to change passwords on workstations every week.
Lets leave the security in users hands, who can do it themselves. '

My stay at the IMS has allowed me to renew my contacts with a few Japanese groups

with whom I have been collaborating for a long time and to make a lot of new friends. I



have been in close contact with Professor Yoshikawa from Nagoya University for many
years. In my opinion his group is the most dynamic experimental group working on non-
linear effects in chemistry in Japan. I fell honored by being invited to give a regular sem-
inar on selected aspects of computational chemical kinetics for his students at the Grad-
uate School of Human Informatics of Nagoya University. My weekly contacts with a
young generation of scientists, who are just starting their research work, gives me a lot of
personal satisfaction. I am in touch with Professor Kitahara from the Tokyo Institute of
Technology. Currently we have a joint project on nonequilibrium spatial correlations in
chemical systems and on microscopic simulations of chemical oscillations.

During my stay in Japan I have visited a few universities and I have discussed with
many scientists interesting in nonequilibrium statistical mechanics. I gave my seminars at
the Kyushu University for the group of Professor Kawasaki (I was able to meet person-
ally Professor Kawakatsu, a bright young scientist, whose papers on molecular dynamics
are very closely related to my area of research), at the Kyoto University for the group of
Professor Kuramoto and at the Nara University of Education for the group of Professor
Matsumura-Inoue. Each of the seminars brings many interesting questions and com-
ments, which allow for better understanding of the far from equilibrium behaviour ob-
served in chemistry.

My long stay in Okazaki has given me an nice opportunity to observe everyday life in
Japan and learn a lot about its culture. The city, the IMS and its lodging facilities seem
to be very special as the foreign visitors may enjoy all the aspects of Japanese lifestyle
without spending hours on the public transport. Although the language barrier creates
some problems, they are easily overcome by hospitality and friendship of the local com-
munity. I personally have chosen aikido training as my a gateway to understanding the
Japanese society and I enjoy my practice at Kodo-Kan dojo supervised by Tanaka sensei
and Yoda sensei very much.
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4 #)  (Kim Sehun)
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Permanent Affiliation: Department of Chemistry, Korea

Advanced Institute of Science and Technology (KAIST), Taejon, Korea
Academic record: B.S. in chemistry at Seoul Nat. Univ. (1977), Ph.D. in
chemistry at UCLA (1986), postdoctoral fellow at Lawrence Berkeley Lab.
('86—'88), assistant professor at KAIST ('88—91), associate professor
(’91—present)

Research Programs Here: With prof. Masao Kamada and his colleagues, inves-
tigations of the electronic structures of alkali halides, oxides and semiconductors
applying angle resolved photoelectron spectroscopy based on synchrotron radia-
tion light source.

Research Interests: Electronic and geometrical structures of the solid surfaces
and interfaces using surface science techniques such as ARPES, IPS, TDS and
STM.

Park, Joon Taik
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Seoul National University, B.S. Chemistry, 1972

Korea Advanced Institute of Science and Technology (KAIST), M.S. Physical
Chemistry, 1975

University of Illinois at Urbana, M.S. Organic Chemistry, 1981
University of Illinois at Urbana, Ph.D. Inorganic Chemistry, 1983
Du Pont Central Research, Visiting Scientist, 1983—1984

Agency for Defense Development, Senior Researcher, 1984—1986
KAIST, Assistant Professor of Chemistry, 1986—1987

KAIST, Associate Professor of Chemistry, 1988—

My research interest has been in the area of organometallic mixed-metal
cluster chemistry of group 6 and 8 metals involving syntheses, structures, fluxio-
nal processes, reactivities and reaction mechanism of the cluster compounds.
The other area of research has been preparation and characterization of group
13—15 semiconductor thim films by single-precursor OMCVD methods.

At IMS, 1 am working with Prof. K. Isobe on chemistry of organometallic

oxo and sulfido cluster compounds.

Riehl Jean-Frédéric
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Academic Record: Graduated in Science (maths, physics) in 1988.

Ph.D. in theoretical chemistry in 1991 from the University of Paris XI (Orsay,
France) under the direction of Professors O. Eisenstein and M. Pélissier
Scientific Interests: My general interest is the application of theoretical models
to the study of the structure and the reactivity of organometallic complexes. At
the LM.S., I keep working in this field under the direction of Professor K.
Morokuma. The main purpose of my research is the study of trimetallic car-
bonyl complexes.

Hobbies: Travel, aikido, tennis, ski, photos.



Philip J. Jewsbury
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Academic Record: Born in 1967 at Margate in the UK, I took my BA (Hons)
in Natural Sciences at Clare College, Cambridge University in 1988, then stu-
died under Prof. R.J. Donovan and Dr. K.P. Lawley at the Chemistry Depart-
ment of Edinburgh University, receiving a Ph.D. in 1991. Currently JSPS Post-
doctoral Fellow at IMS

Research Program/Interests: 1 am interested in the interactions between bio-
molecules and small molecules, the activation of the latter and concomitant
structural changes of the former, from a theoretical viewpoint by combining ab
initio and molecular dynamics techniques with the results of resonance Raman,
NMR and X-ray crystallography groups. Currently working on the binding and
recombination dynamics of CO to the haem groups of the globin proteins in
collaboration with Professor Kitagawa’s group.

Roger James Whitehead

T ERFZE R B D FIEEM FRIME AR RIRF7E R
Academic Record: 1 received a B.Sc. in chemistry in 1983 and was awarded a
Ph.D. in 1989, both at Nottingham University (England). From 1989 to March
1992 T worked as a Post-Doctoral Research Assistant in the Department of
Physics at Durham University (England).

Research Interests: Experimental magnetochemistry. Electronic processes in
organic molecular crystals. My current work in Professor Maruyama'’s group is
directed toward the investigation of magnetic properties of alkali-metal doped
fullerenes.

Hobbies: Orienteering, music

Kondakov, Denis Yurievich
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Graduated in chemistry in 1987 from Leningrad State University (Russia)
Ph.D. in organic chemistry in 1990 from Leningrad State University under prof.
A.S. Dneprovskii

Permanent Affiliation: Department of Physical Organic Chemistry, St. Peters-
burg State University (Russia)

Research Interests at IMS: Development of carbon-carbon and carbon-oxygen
bond-forming and -cleaving reactions promoted by complexes of Zr.

Previous Scientific Interests: Free radical reactions of organocobalt complexes,
carbon-carbon bond formation via bimolecular homolytic substitution (Sgy2) at
saturated carbon atom.

Hobbies: Computer programming, travel, swimming



Denisov Victor Rudolphovich
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Academic Record: Graduated in chemistry and obtained Ph.D. in organic
chemistry in 1978 from Leningrad State University, Russia

Research Interests: Organic synthesis on the basis of organotransition metal
complexes, especially Co and Zr, design and synthesis of different heterometal-,
multinuclear transition metal complexes on the basis of polyacetylenic (polyyne)
ligand. Now in IMS the main interest is the chemistry of Zr complexes and its
application in organic synthesis.

Permanent Affiliation: Department of organic chemistry, St-Petersburg State
University, Russia

Hobbies: Reading and collecting of books, travelling

# 4% (Huh, Chui)

IR SIS 78 5 A BTG PERF 72800 455010 D78 R

Student, Department of chemistry, Inha University, Incheon, Korea.

Graduate in Chemistry in 1987, M.Sc. 1989 from Inha University and Ph.D.
course in Inha University

Research Interests: Kinetics and Mechanism, especially Nuoleophilic Substitu-
tion Reactions of Organic compounds

At IMS, I am working in Professor Y. Tsuno group on the Gas Phase Lewis
Acid-Base Interaction. I thanks to the help of Dr. M. Mishima who was given
the opportunity to come to the IMS to study ICR.

Hobbies: Travelling, sports

A<l (Lee, Sungyul)
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Permanent Affiliation: Department of Chemistry, Kyunghee University,
Suwon, Kyunkido 449-900, Korea

Academic Record: B.S. in chemistry (Seoul National Univerisity) (1977), M.S.
in Chemistry (Korea Advanced Institute of Sciences) (1979), Ph.D. in Chem-
istry (University of Chicago) (1988), Assistant professor (Kyunghee University)
(1989—present)

Research Programs Here: with Prof. Hiroki Nakamura, Characteristics and
Dynamics of Molecular Doubly Excited States

Research Interests: Photoionization and photodissociation of small molecules.

Dynamics of clusters.



Choueiri Daniele
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Academic Record: After three years of preparatory classes to national compe-
titive examinations for engineering schools, I entered in 1988 the School of In-
dustrial Chemistry of Lyon (France), known as E.S.C.I.L. In August 1990, I left
for the U.S.A. to follow a Ph.D. program at Purdue University (Indiana), under
the direction of Prof. Ei-ichi Negishi.

Field of Research: In Prof. Negishi’s laboratories I am engaged in the field of
organozirconium chemistry: Development of new methodologies and elucida-
tion of the mechanisms involved. I have been working on projects common to
Prof. Negishi and Prof. Takahashi. This is the reason of my visit to .LM.S. dur-
ing the summer of 1992.

MEBEL Alexander Moiseevich

FERAT 70/ 00 F AL BRR S —E e 0P Al D E R

Ph.D. in chemistry (quantum chemistry), received March 1990.

Permanent affiliation: Institute of New Chemical Problems, Russian Academy
of Science, Chernogolovka, Moscow Region, Russia

Research Program Here: Theoretical studies of structure and reactivity of me-
talloboranes.

Previous Scientific Interests: Theoretical studies of structure, structural non-
rigidity and reactivity of small metal and boron hydride clusters.

Hobby: Soccer
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R. M. Noyes (Univ. of Oregon, U. S. A.)

Z. Herman (J. Heyrovsky Inst.

Czechoslovakia)

Phys.

Chem.

& Electrochem.,

W. H. Miller (Univ. of Calif. & Lawrence Berkeley Lab., U. S. A.)

M. Inokuti (Argonne Natl. Lab., U. S. A.)

C. T. Chang (Inst. of Atom. & Molec. Sci., Rep. of China)

M. S. Jhon (Center for Mol. Sci., KAIST, Korea)
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2. O35 A

The 42nd Okazaki Conference
“Molecular Science: Current Status and Future Prospects”
January 7—9, 1992
Institute for Molecular Science

Jan. 7 (Tue.)
Chairman: H. Nakamura (IMS)
13:00 H. Inokuchi (IMS)
“Opening Address”
13:30 W. H. Miller (Univ. of Calif. & Lawrence Berkeley Lab., U.S.A.)
“Recent Developments and Future Prospects in Rigorous Quantum Mechanical Descrip-
tions of Chemical Reaction Dynamics”
14:30 K. Morokuma (IMS)
“Theoretical Chemistry and Computers in Molecular Science”
15:30 Coffee Break/Photograph

Chairman: K. Shobatake (IMS)
16:00 Y. Murata (Inst. for Solid State Physics, Univ. of Tokyo) -
“Current Status and Future Prospects on Surface Science Studies-Dynamical Aspects
Relating to Molecule-surface Interactions”
17:00 0. Kajimoto (Kyoto Univ.)
“Molecular Reaction Dynamics: Current Status and Future Prospects in Japan”
18:30 Reception

Jan. 8 (Wed.)

Chairman: 1. Hanazaki (IMS)

9:00 R. M. Noyes (Univ. of Oregon, U.S.A.)
“Molecular Self-organization in Chemistry and Biology”

10:00 Y. Kyogoku (Osaka Univ.)
“Research of Biological Systems in Molecular Science”

11:00 Z. Herman (J. Heyrovsky Inst. Phys. Chem. & Electrochem., Czechoslovakia)
“Molecular Science in Czechoslovakia”

12:00 Lunch

Chairman: T. Kitagawa (IMS)
13:30 K. Yoshihara (IMS)

“Ultrafast Phenomena in Molecular Science”



14:30 E. Hirota (Grad. Univ. for Adv. Studies)
“High-resolution Spectroscopy: Future Prospects in Molecular Science”
16:00 IMS Tour

Jan. 9 (Thu.)
Chairman: K. Kimura (IMS)
9:00 M. Inockuti (Argonne Natl. Lab., U.S.A.)
“Radiation Science and Molecular Science”
10:00 C. T. Chang (Inst. of Atom. & Molec. Sci., Rep. of China)
“Current Status and Future Prospects of Molecular Science in Rep. China”
11:00 M. Watanabe (IMS)
“Synchrotron Radiation and Free-electron Laser”
12:00 Lunch

Chairman: Y. Maruyama (IMS)
13:30 M. S. John (Center for Mol. Sci., KAIST, Korea)
“Current Status and Future Prospects of Molecular Science in Korea and Myself”
14:30 Y. Matsunaga (Hokkaido Univ.)
“Materials Science” '
15:30 H. Inokuchi (IMS)
“Closing Remarks”
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March 10 (Tuesday)
13:00 H. Inokuchi (Director-General, IMS)
“Opening Address”

Chairman: K. Kimura
13:10 R. N. Compton (Oak Ridge National Lab.)

“Multiphoton Ionization Photoelectron Spectroscopy of Atoms and Molecules”
14:00 P. M. Johnson (State Univ. of New York at Stony Brook)

“Laser Photoelectron Spectroscopy—with and without Electrons”

Chairman: : T. Shida
15:10 Y. Hatano (Tokyo Institute of Techonology)

“Dynamics of Superexcited Molecules”
15:40 K. Ohno (Univ. of Tokyo)

“Collision-Energy Resolved Penning Ionization Electron Spectroscopy”
16:10 M. Fujii (Tohoku Univ.)

“Internal Rotation of Fluorotoluene Cations as Studied by ZEKE-PFI Spectroscopy”
16:40 Coffee Break

Chairman: Y. Hatano
17:00 K. Kimura (IMS)

“Laser cm~'-Resolution Photoelectron Spectroscopy”
18:00 Reception

March 11 (Wednesday)

Chairman: J. M. Dyke
9:00 K. Miller-Dethlefs (Inst. of Phys. Chem., Tech. Univ. Miinchen)

“ZEKE Photoelectron Spectroscopy of Molecules and Clusters”
9:50 T. Kondow (Univ. of Tokyo)

“Reactions of Size-Selected Cluster Ions”



10:20 Coffee Break

Chairman: K. Yoshihara
10:40 M. G. White (Brookhaven National Laboratory)

“Threshold Photoelectron Spectroscopy with Coherent VUV Radiation”
11:30 J. M. Dyke (Univ. of Southampton)

“Probing the Electronic Structure of Unstable Small Molecules with Photoionization”
12:20 Lunch (13:10—Photograph)

Chairman: K. Fuke
13:30 H. O. Lutz (Univ. Bielefeld)
“Structure of Metal Atom Clusters”
14:20 Coffee Break
14:40 0. Kajimoto (Kyoto Univ.)
“Photodissociation Dynamics of the NO Dimer”
15:10 H. Shinohara (Mie Univ.)
“Laser-Desorption and ESR Probes of Fullerenes”
15:40 Coffee Break
16:00 K. Kaya (Keio Univ.)
“Tonization Potentials and Reactivity of Sodium Doped Metal Clusters”
16:30 Poster Presentation
S. Iwata (Keio Univ.) , H. Shiromaru (Tokyo Metropolitan Univ.) , K.Tabayashi
(IMS) , S. Tanaka (IMS), F. Misaizu (IMS), A. Fujii (IMS), K. Okuyama (IMS),
M. Takahashi (IMS), H. Ozeki (IMS), M. C. R. Cockett (IMS}, K. Furuya (IMS).

March 12 (Thursday)
Chairman: N. Sato
9:00 K. H. Bowen (Johns Hopkins Univ.)
“Photoelectron Spectroscopy of Cluster Anions”

9:50 A. Peremans, K. Fukutani, and Y. Murata (Univ. of Tokyo)
“Laser Photostimulated Desorption of NO and CO Adsorbed on Pt (001)”
10:20 M. Kotani (Gakushuin Univ.)

“Excitonic Photoemission in Organic Crystals”
10:50 Coffee Break

Chairman: Y. Murata
11:10 T. Munakata (Inst. of Phys. Chem. Research)

“Scanning Photoelectron Spectromicroscope Based on Coherent VUV Radiation”
11:40 S. Masuda and Y. Harada (Univ. of Tokyo)

“Penning Ionization Electron Spectroscopy of Solid Surfaces”

Poster Session

M. Hiyama and S. Iwata, “Potential energy curves of highly excited states of N*z and
Franck-Condon factors from the ground state”

H. Shiromaru, “Threshold electron spectroscopy of negative ions”

K. Tabayashi, A. Hiraya, R. J. Donovan, and K. Shobatake, “Vacuum UV photochemistry of
rare gas-chlorine van der Waals complexes studied by absorption and fluorescence spectroscopy”



S. Tanaka and M. Kamada, “Adsorption of K atoms on the Si (100) (2X1) and Si(111) (7X7)
surfaces: Core-level photoemission study”

F. Misaizu, M. Sanekata, K. Tsukamoto, K. Fuke, and S. Iwata, “Photodissociation of hy-
drated metal atom ions—electronic structure and dissociation dynamics”

A. Fujii and N. Morita, “Laser investigation of decay dynamics in superexcited Rydberg states
of NO”

K. Okuyama, M. C. R. Cockett, and K. Kimura “Observation of torsional motion in the
ground-state cation of jet-cooled tolane by two-color threshold photoelectron spectroscopy”

M. Takahashi and K. Kimura, “Two-color threshold photoelectron spectra of gauche and trans
jet-cooled n-propylbenzene”

H. Ozeki, K. Okuyama, M. Takahashi, and K. Kimura, “Spectroscopic studies on proton tun-
neling in the cation ground state of intramolecular hydrogen bonded compounds”

M. C. R. Cockett, K. Okuyama, and K. Kimura, “Two-color threshold photoelectron spectra
of cis and trans jet-cooled m-chlorophenol”

K. Furuya, T. Hirayama, and K. Kimura, “Energy partitioning in the dissociation reaction
Ars*—Af2"+Ar"
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