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My impressions of working at the Institute for Molecular Science in Okazaki

A significant part of my scientific career was
developing at the Institute for Condensed Matter Physics
in Lviv, Ukraine. It used to be a division of Bogolyubov's
Institute for Theoretical Physics of the Ukrainian
National Academy of Sciences, worldwide known for its
solid traditions in theoretical, and in particular, statistical
physics. Last 4 years, | have been working at the Institute
for Molecular Science, Okazaki National Research
Institutes, in the group of Professor Hirata. My work here
concerns development of statistical-mechanical theory for
the electronic as well as classical structure and thermo-
dynamics of molecular liquids and solutions, and its
further application to fast and cost-efficient calculation of
the structural and thermodynamic properties of various
chemical and biological systems and processes of
scientific and practical interest: liquid mixtures,
electrolyte solutions, biomolecules in solution, electro-
chemical interfaces, solutions sorbed in nanoporous

materials, etc.

The time of first amazing had passed long time ago.
Now my impressions became more balanced, and | got
accustomed to the smoothness of the organization of the
scientific work at the Institute for Molecular Science:
very good work of the Secretary Staff, the Institute
Library accessible round the clock, perfect technical and
computer equipment. (The latter could not be otherwise;
Japan is number one in electronics.) | have enjoyed a
very good organization of scientific work. For instance,

my library magnetic card was ready on the first day of my

Andriy Kovalenko

arrival at the IMS. But what | would like to mark most of
al is the great atmosphere of scientific cooperation | can
see at the Ingtitute, and in particular in Professor Hirata's
group. A distinguished quality is tolerance of the
scientific colleagues and positive, constructive approach,
starting from post-graduate students up to full professors.
Because of this feature of my Japanese scientific
colleagues and due to the wise guidance of the Institute
Board, the people at the Institute enjoy the atmosphere of
creativity and good will. The practice to exchange
opinions and share information in numerous personal
conversations and discussions as well as at seminars
greatly contributes to the high scientific level of the
Ingtitute, and allows the scientists to expand the scope of
knowledge and be at the edge of modern research. This
favorably compares to, for example, the style of the
American universities | had the possibility to face.
Perhaps, a question that deserves improvement is fund
management; more flexibility in time and item limitation
would significantly enhance the efficiency of funds

spending.

In general, | can say with no doubt that the Institute for
Molecular Science is a very attractive place for fruitful
and exciting scientific work. Many of my colleagues also
expressed a high appreciation of its scientific level. So,
maybe, one of the best places in Japan is small Okazaki-
city, and one of the best in Okazaki is Myodaiji-cho with
the well-known IMS. In addition, | would like to share

one my personal sentiment at the end of this sequence:
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the place that deeply touches me is the balcony at the top
fourth floor of the South Laboratory Building, which
gives you amarvelous view of the city under the sunlight
web in daytime or the flare of sunsets. Don't you agree?
On late evening (I know the majority of my colleagues
stay at the Ingtitute to work until very late hours), just get
with a cup of teato the balcony. Look at the lively sea of
lights of night Okazaki. Look at the fairy skies and the
amazing moon with the shadows of wonderful freakish

clouds, and | think you will agree with me.
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Impressions about IMS and Japan

My name is Harald Graaf. | am an IMS fellow and
currently a member in the group of Professor Tada/
Division of Molecular Dynamics Assemblies. It is now
nearly one year ago that | arrived in Japan, directly after
finishing my Ph.D. thesis at the Institute of Applied and
Physical Chemistry of the University of Bremen,
Germany, where the focus of my research work were the
investigation of the optical and electrical properties of
thin films of organic semiconductors.

Because of a long time of fruitful cooperation of my
former group in Bremen and Japanese groups, Prof. Tada
offered the position to me last year and then he organized
all the necessary things for the living and for doing
research work in Japan. So, when | arrived everything
was arranged already, which made the starting in Japan
very easy. Also there was a very good help by Mrs.
Hisayo Nagasono and Mrs. Haruna Sato with all the
official applications and procedures that have to be done
here for staying for a longer period at IMS and in Japan.
Here, | want to take the chance to say thank you to them!

Working in the IMS was accompanied by a very
friendly and stimulating atmosphere. This was induced
on the one hand by the high quality of all the equipment,
which allows an enjoyable research work, and on the
other hand — and this may have been even more
important — by all the people, who supported me every
time immediately and in a very friendly way, if | needed
some help, especially if | faced some language problems.
Therefore | want to thank my host Prof. Tada and the

coworkers of his group as well as coworkers from the

Harald Graaf

group of Prof. Urisu.

Also the very familiar but in the same time
international flair of the IMS and the other institutes as
well as of the Yamate and Mishima lodges contributed to
feeling as a friend and an equal college. This lead to an
interdisciplinary scientific community, and gave me a lot
of new ideas by opening the own horizon for other points
of view not only for my research work. From these
people | could also learn all the things, which made daily
life more comfortable like shopping possibilities,
historical sites and the smaller and larger events in and
around Okazaki.

Outside the Institute a former college of my former
group at the University of Bremen, who is still staying as
a JSPS fellow at the Gifu University, introduced me to
the language class of ICA (International Communicate
Association) in Nagoya, which also helds an English
class for Japanese people at the same time. There | met a
lot of Japanese people and it was a great pleasure for me
to join a lot of the activities of the group, like visiting
nice and interesting places in the area of Nagoya or trips
to historically important places like Nara and Kyoto.
Also social activities such as going to enjoy the "momiji-
gari" in autumn especially at “Korankei”, “hanami” in
spring, “hotaru”-viewing at the beginning of summer in
the mountain area or “hanabi” in August were organized
by people of that group. Thus they gave me the
possibility to learn a lot of the fascinating culture and the
long history and tradition of Japan and let me take part in

the daily life of the people in the Japan of today.
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The people mentioned above and also the kindness of
a lot of other people in and around Okazaki really helped
me to feel like being at home almost all the time. So |
can only repeat: Thank you very much again to all these
people! 1 will surely keep my stay in Japan in very good
memory!

(Sep. Kichijitsu, 2001)

34 ooooooo 45



ooooooooboD

Recollections from my visit at IMS Okazaki-Japan

When | was asked to write some recollections from
my visit in Japan, | thought that, in view of the very
fruitful six-months period | worked there it will be avery
simple task. However, this proved to be much more
difficult; living and working in Japan is an extraordinary
experience for somebody coming from a country of
Eastern Europe, with a completely different culture and
traditions.

| worked as invited professor in the research group led
by Associate Professor Takunori Taira, at the Laser
Center of the Institute for Molecular Sciences from the
National Research Institutes Okazaki. Although | spent
amost all my time at the ingtitute, | had the opportunity
to pay small visits or to participate at conferences and
discussions in some of the greatest cities of Japan, such
as Tokyo, Osaka, Nagoya or Kyoto. At afirst glance, a
Japanese city is not very different from the cities in
Europe or USA; however, walking on streets the
differences show, not only in people or inscriptions, but
also in the harmonious co-habitation of western-type
sky-scrapers with the one- or two-storey old or new
Japanese style houses or villas. And, of course, each city
shows with pride its castle and a variety of temples,
shrines or pagoda. The cities are very clean and well
cared. People on the street are very civilised and polite,
but otherwise they seem to be very interiorized and
concerned with themselves. The countryside is beautiful,
the mountains and the ocean are impressive and the
Japanese seem to have a very particular communion with

nature. The love of flowers, of the colour of leaves in

Voicu Lupei

autumn, the multitude of gardens is a special feature of
the Japanese soul. They even celebrate the change of
seasons as national holidays. The Japanese are very
religious, from what | understood they mix in variable
proportions Buddhism and Shintoism. A general trait
coming from their religion, socia life and love of nature
is a very high morality, an extreme honesty and
trustworthiness. They have a very high sense of civic
attitude and social responsibility, national pride and an
elevated sense of solidarity and belonging. Their national
anthem Kimigayo concentrates in a few words the very
essence of the connection between each individual and
society: “what are pebbles now, by age united to mighty
rocks shall grow.” This explains also the socia policy of
the country: on a strong capitalistic background, Japan is
indeed a social (not socidist, God forbid!) society. The
care for aged, disabled or poor is evident, as it is the
enormous concern for general education, efficient
antipollution policy, salubrity, recycling of wastes and so
on. The idea of a general advancement front is also
apparent: this leads to a general, collective progress,
although sometimes it could prove frustrating for the
personal initiative, for elites or for revolutionary-thinking
people. An impressive trait of the Japanese life is the
constructive attitude : the spirit of destruction, so often
manifested in other societies seems to be almost absent
here.

Japan had an enormous role in the restructuration of
the policies of the resources for development, by

contributing to the change of the priority of the natural
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resources, that dominated till to the middle of the past
century, in the favour of the created resources, such as
the human, technological, informational, communication
or energy resources that, in conjunction with the financial
resources changed the face of the world’s economy and
social life. This change imposed the high technologies as
a main actor in the market competitivity. The
development of the high technologies, that advance in
step with the advances of scientific discovery, impose
now the knowledge resources as a main source of
innovation and competitiveness. The main contributor to
the creation of the knowledge resources is the basic
research, aimed to discovery and systematisation of new
fenomena, processes and laws of nature. Surprisingly,
Japan was not so active in recognizing this, and the basic
research lagged behind the applied research and
technological development. Apparently, a mgjor change
in this policy took place in the last years, but it will take
time to organize a balanced national system of science
and the results are not immediate.

The Okazaki National Research Institutes are a good
example of an advanced science policy. Grouped around
the idea of functional and structural biology based on the
most basic constituents and processes, starting with the
molecules, these institutes represent a highly elevated
scientific environment that, undoubtedly, will have a
major contribution to the life sciences and to other
disciplines (including the molecular sciences or laser
physics and engineering) participating to this progress,

not only for Japan, but for the whole international
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scientific community. The Okazaki institutes are very
well organized and very efficiently managed: suitable
research buildings, very modern and complete equipment
and facilities, a very functional organization. The
scientific staff is highly qualified and the working
atmosphere is very fecund. The scientific lifeisrich, with
numerous symposia, general or local seminars,
discussions or other scientific events. The number of
foreign visitors is very large, it out passes the visits
abroad of the staff of the institutes. The Okazaki
National Research Institutes act as a part of an
extraordinary Japanese experience, the Graduate
University for advanced Studies Sokendai; this offers to
the students optimal conditions (advice, equipment) for
high-level doctoral theses. At the same time, the research
activity of the graduated students in the life of the
Institutes contributes to a very active life by fresh
energies, ideas and approaches. The presence of these
young scientists in the institute, most of them very bright
and very well trained gives me a very deep confidence in
the future of Japan.

Besides the concern for advancement of sciences and
generation of human resources, the institutes are also
very activein directing their results towards applications.
They have very strong connections with the industry or
with other potential users of their results.

The group of professor Tairais very active in the field
of solid-state lasers, with particular use in the molecular
science. Although young, professor Taira is aready a

well-known and respected scientist. My work in his



group was very fruitful for me and | am confident that
our co-operation will strengthen in the future. The
presence of several members of my laboratory in the
Taira's group (for some periods we have been three at
the same time) is a good ground for this.

For foreigners, the Okazaki National Research
Institutes offer not only very good conditions of work
and life, but also the opportunity to meet some of the
most renowned Japanese scientists in the field as well as
scientists from other countries that visit the institutes. |
cannot, however, close without speaking of some
difficulties a foreigner meets in Japan. For me, the
greatest difficulty was a certain communication barrier,
connected especially with the language. If in the institute
this is not very evident, on street or in other out-of-
institute events this barrier shows up. | tried to learn
some Japanese, but | found myself discouraged by the
very complicated system of writing, not accessible in a
short period of time, especially when you are very busy.
Many other foreigners told me that they met the same
difficulty. | am somewhat afraid that this could induce
difficulties in the process of globalisation: it should not
be forget that while the globalisation must recognize the
diversity of the parts and respect their individuality, these
parts must be compatible and they should try to find
appropriate ways to communicate completely with each
other. Japan is now a leading country in the world
economic system. | am confident that it will find efficient
ways to keep and strengthen this role in the new

conditions of globalisation. This autumn | paid a new

visit in Japan; this time the communication barrier
seemed not so high, but it still basically exists.

Closing these recollections, what could | say to my
good Japanese friends? : | wish you al the best and full
success in securing your present and future. God bless
this beautiful country and this special people! Let the

spirit of Kimigayo be ever dive!

Institute of Atomic Physics

Bucharest, Romania
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]
Prof. HUDECEK, Jifi

J. Hudetek was born in Ceské Bud&ovice (Budweis)
in the Czech republic. After graduating in Chemistry at
Charles University of Prague (Czech republic) in 1979
and spending some time at the Institute of Radiation
Ecology and Applied Nuclear Techniques in Kosice
(Slovakia), where he was involved in preparation of
radiolabelled antibodies for radioimmunoassay, he
returned to the Charles University of Prague, where he
worked as Research Associate in the Department of
Physical Chemistry. Here he obtained Ph.D. in Physical
Chemistry in 1985 (under guidance of Prof. V. Kalous,
for athesis dealing with prediction of secondary structure
and membrane topology of cytochrome P-450) and
shortly afterwards he got a position as an Assistant
Professor at the Department of Biochemistry of that
University. He has visited IMS already twice (in

1989-1990 on a Ciba-Geigy International Fellowship

Prof. DU, Side

and, for shorter time, also in summer 2000), he has spent
also several months in the laboratory of Prof. P.
Hildebrandt in the Max-Planck-Institute for Radiation

Chemistry (Mulheim, Germany).

Research interests (and rather large teaching duties) of
Dr. Hudetek are, broadly defined (i) application of
physicochemical methods to studies of protein structure,
and (ii) transformation of foreign compounds by
enzymes (xenobiochemistry). More specifically, these
interests converge in studies on various forms of
cytochromes P-450 and peroxidases (and similar
hemeproteins), with spectroscopic techniques (derivative
and difference absorption spectroscopy in UV/VIS, time-
resolved and static fluorescence techniques, and
resonance Raman spectroscopy). In addition to that, heis
taking part also in more general biochemical studies of
enzymology of the cytochrome P-450 systems in plants,
microorganisms, and invertebrates. In addition to his

research papers on these subjects, he co-authored also
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several published teaching aids (in Czech), focused
mainly on experimental practice of students (from high

schoolsto university level).

In Okazaki, he belongs to the Center of Integrative
Bioscience and uses resonance Raman spectroscopy to
study the active site of NO synthase, the key enzyme in
production of the important gaseous neurotransmitter
molecule nitrogen monoxide (nitric oxide). This
neurotransmitter is responsible, among others, also for
the action of Viagra. The NO synthase is similar to some
cytochrome P-450 systems regarding its monooxygenase
activity and the catalytic site of a thiolate-coordinated
heme, and therefore he may use his former experience
with that protein. This project is pursued in collaboration
with Prof. T. Shimizu of the Tohoku University.
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Prof. WANG, Changshun

Changshun Wangd O O O O Henan Universityd O
000000oooooO0o0o0o0oooooboooo
0 JiaozhuoO O OO OO OO O O Henan Univ. 00O
O0oO0oooOiuiinuivOOOOOODOOOOOO
0000000000000 Henan Univ. 0000
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CHAO, Sheng Der
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| graduated from National Taiwan University, Taipei, Taiwan with a Ph. D. of chemical
physics. | stayed at National Center for High-Performance Computing in Taiwan for about six :
months before | joined Prof. Skodje's group at University of Colorado, Boulder, USA as a e
research associate. | am now interested in gas phase chemical reaction dynamics with special
attention on the dynamical resonances situated around the trasitional state. Through mainly
theoretically trained, | have been interested in new experimental results as well.

LI, Yan Jun
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DASCALU, Traian =
AE

g0o00o0o0oOoO0oUoOoUoOoUoDUOoOUDUODODOOO .
Graduated at University of Bucharest Romania (1982). | joined the National Institute for i

Nuclear Reactors, Pitesti, Romania in the period 1982-1984. Since 1985 | joined the National

Institute for Laser Plasma and Radiation Physics as Associate Researcher and present day | -

held the position as Senior Scientist. During 1989-1993 | studied for the Ph.D. on “New L‘-

aspects of the high power solid state lasers.” | received the Ph.D. in Physics in 1993 from ‘ ‘

Institute of Atomic Physics, Bucharest, Romania. | had the Postdoctoral fellowship in .

Germany, Technical University Optical Institute working with Professor H. Weber's group on

solid state Q-switched lasers (1995). During the period 1998-2000 | was with the Optical

Research Center, University of Guanagjuato, Mexico, for a research stage on laser interaction

with biological tissue and medical applications. Since 2001 | am with Professor Taira s group

at IMS under a Fukui Association of Industrial Technology scholarship doing research on

high power Yb:Y AG microchip laser.

Research interests: laser physics, flash lamp and laser diode pumped solid state laser, Q-

switched lasers, industrial applications of lasers and medical applications of lasers.
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ZHANG, Bin
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Born in 1965 in a beautiful city of Jianxi Province, South China. Received aBSin organic
chemistry from Peking University in 1986. Received a Ph.D. in physical chemistry from
Fuzhou University under the supervision of Prof. J. L. Huang in 1992 (Ph.D. thesis "Study on
the Metal-rich Nb/Ta Ternary Layered Chalcogens"). Worked as a postdoctoral in Prof. D. B.
Zhu's research group in the Institute of Chemistry, Chinese Academy of Science, on organic
conductor and superconductor, during Dec. 1992 to Feb. 1995. Since 1995, worked as an
associated professor in the ingtitute.

| am very lucky that | have a chance to work in Prof. Kobayashi's research group as a
visiting associated professor and on research of organic superconductor for one year.

My current research interest is crystal engineering of organic conductor and
superconductor. | am looking for the new organic conductor and superconductor based on the
knowledge of supramolecular chemistry and solid state physics.

WANG, Changshun
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| was born in 1965. | graduated in physics in 1985, and obtained Ph.D. in 1999 from Jilin
University, Changchun, China. Before coming to IMS, | worked as a professor in Henan
University, Kaifeng, China. My research interests include nonlinear optical properties of
polymers, reversible optical storage, photoanisotropy, photorefractive effect, polarization
holography, and etc.
| came to IMS in June 2001, and joined professor Urisu’s group as an associate professor.
My current research project is selective deposition self-assembled-monolayer on silicon and
silicon dioxide, and studying the characteristics of functional SAM by using Fourier
transform infrared spectroscopy and atomic force microscopy.

DU, Side

00oo0o0o0o0o0oo0oooooooooooooooog
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g | graduated from Physics Department of Xiangfan Teachers College (1985). 1995, |
= Obtained Ph.D. in Nature Science from Nanjing University. From 1995 to 1997, | worked

with Prof. Zhi-zhan Xu as a postdoc in Shanghai Institute of Optics and Fine Mechanics,
Chinese Academy of Sciences. From 1997 to now, | worked as an associate professor in
Physics Department of Fudan University. My research fields are in the interaction of light
with matter and mesoscopic superconductivity.
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JANG, Won Kweon
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| received B.S,, M.S,, and Ph.D. degrees from Inha university, Incheon, Korea, in 1984,
1986, and 1994, respectively. Since 1995 | have been with the department of Physics, Hanseo
university as assistant professor. From 1994 to 2000, | was with Korea Atomic Energy
Research Institute and Korea Research Institute for Chemical Technology as an adjunct
researcher, and from 1997 to 1998, | was with the laser team of CREOL/school of optics at
university of central Florida as a visiting research scientist supported by KOSEF and Florida
state, where | worked with Prof. Martin C. Richardson and Prof. Bruce H. T. Chai. Now | am
working with Prof. Tairaat IMS as a visiting professor with the project of the self frequency
doubling laser development.

LEE, Eok Kyun
0000000ooo00oDoooooooooooooooon

Graduated at University of Notre Dame (January, 1983).

Ph.D. Thesis "Observations on the Critical Behavior of YBG Equation: Effect of
Dimensionality.”

Then | moved to Cornell University and worked with Professor Scheraga for two years

(from January 1983 to December 1984) as a post doc. on the mechanism of protein folding
with special focus on the formation of beta-pleated sheet. | joined Department of Chemistry
of KAIST (Korea Advanced Institute of Science and Technology) as a faculty.
Resear ch Interests: Statistical Mechanics, Quantum Statistics, Thermodynamics and stability
of Fermion and Boson systems, Chaotic behaviors in Coupled Nonlinear Oscillators, Density
Functional theoretical approach on Metal Clusters, Transports Properties and Dynamical
Instabilities of Many Degree of Freedom system.

LEE, Chun-Woo
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| am a visiting scientist from Ajou University, Korea (South). | received my Ph.D. in 1996
(Dec.) in Physical Chemistry at the University of Chicago, U.S.A.

My research interests are in the development of theories for photofragmentation and
scattering processes using multichannel quantum defect theory. At the IMS (Prof. Hiroki
Nakamura's group), | want to develop multichannel quantum defect theories (MQDT) further
to the system involving several open and closed channels and also apply MQDT to the curve-
crossing systems.
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SWIETLIK, Roman
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| graduated from Adam Mickiewicz University in Poznan (Poland) with a B.Sc. in physics
in 1978. In the same year | assumed a position in the Institute of Molecular Physics of the
Polish Academy of Sciences in Poznah, where | have remained ever since. | received my
Ph.D. in physics in 1983 on the basis of my thesis entitled “Influence of molecular ordering
on IR reflectance spectra of some selected TCNQ salts.” In 1986-87, | held a post-doctoral
position in the Max-Planck Institute in Heidelberg (Germany). Moreover, | have made
severa other extended scientific visits at: Central Research Institute for Physics (Hungarian
Academy of Sciences) in Budapest; Institute of Physics (Czech Academy of Sciences) in
Prague; Centre de Recherche Paul Pascal (CNRS) in Bordeaux (France); Institute of
Chemistry (The Chinese Academy of Sciences) in Beijing.

In the recent years, my research activity has mainly focused on IR and Raman
spectroscopic studies of organic conductors and superconductors formed by the organic
donor BEDT-TTF (and its derivatives) with different inorganic anions. | am interested on
problems of coupling between electrons and intra-molecular vibrations, electron-electron
interactions, spectral studies of electronic structure and phase transitions. My latest
investigations are related to the charge ordering phenomena in organic conductors as a
consequence of Coulomb interactions.

WOJCIECHOWSKI, Roman Piotr
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| graduated in 1997 from Technica University of Lodz (Poland) in the field of Solid State
Physics. In 1998-2000 | studied for Ph.D. on Chemical Physics at The Department of
Molecular Physics, Technical University of Lodz and The Institute of Materials in Nantes
(France) passing 6 months in Poland and 6 months in France every year. From March 2001 |
have lecturer position in The Department of Molecular Physics, Technical University of
Lodz.

Since September 2001 I'm JSPS fellow at the IMS Solid State Chemistry group of Prof.
Kyuya Yakushi. My research interests are focused on the low dimensional conducting
organic solids, particularly its electronic structure and phase transitions as seen by vibrational
spectroscopy mainly by the micro-Raman technique.

50 goooogno 45



LU, Jing
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I got my Ph.D. in July 1997, and B.S. in July 1990, in Peking University. | worked as a
postdoctoral in Institute of Applied Physics and Computational Mathematics, Beijing, from
1997 to 1999. In January 2000, | accepted an association professor post of Department of
Physics, Peking University. In September 14, 2001, | went to Department of Theoretical
Studies as a JSPS fellow under the direction of Professor Shigeru Nagase. My research field is
computational physics and chemistry.

HOLOVKO, Myroslav F.
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Degrees in physics and mathematics on statistical theory for systems of complex charged
particles and ion-molecular mixtures: Ph.D. from the Lviv State University, Ukraine (1970);
D.Sc. from Bogolyubov's Institute for Theoretical Physics, Kiev, Ukraine (1980). Scientific
Advisor: Thor R. Yukhnovski, academician of the National Ukrainian Academy of Sciences.

Head of the Department for Theory of Solutions at Bogolyubov's Institute for Theoretical
Physics and further at the Institute for Condensed Matter Physics of the National Ukrainian
Academy of Sciences (since 1990). Professor at the Theoretical Physics Department of the
Lviv State University (since 1991). Invited Professor of P. et M. Curie University, Paris
(1991). Visiting professor of the IMS (group of Prof. Hirata) since December 2001.

Scientific interests: analytical methods in statistical-mechanical theory for the structural,
thermodynamic, and dielectric properties of electrolyte solutions, polyelectrolytes, electrode-
electrolyte interfaces, associating and chemically reacting fluids, liquid crystals, ionic
ferrocolloids, microemulsions. Theory for percolation in reverse micelles containing proteins.
Research at the IMS concerns the solvation structure, thermodynamics, and conformational
stability of micellar solutions.
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Program of
Japan-Czech Joint Seminar

March 12 —13, 2001
Okazaki Conference Center, 2 floor

March 12 (Mon)

Chairperson: H. Nakamura (Institute for Molecular
Science)

10:00-10:10 Opening address by K. Kaya

10:10-10:35 S. Iwata (Hiroshima University)
Quantum Chemical Calculationsfor
Molecular Processes in the Atmosphere

10:35-11:00 J. Hrusak (Heyrovski Institute of Physical
Chemistry)
Accurate quantumchemical calculations of
PES of small molecules

11:00-11:25 T. Fukuzumi (Himegji Institute of
Technology)
Charge transfer and H atom abstraction
processesin gas phase: lon-molecule
reactions with an internal state selected ion
beam

11:25-13:30 Lunch
Chairperson: F. Hirata (Institute for Molecular Science)

13:30-13:55 H. Nakamura (Institute for Molecular

Science)
Characteristics and Dynamics of Excited
Molecules—— Nonadiabatic Transitions

and Compl ete Reflection Phenomenon

13:55-14:20 J. Horacek (Charles University)
Characteristics and Dynamics of Excited
Molecules—— Dynamics of Dissociative
Attachment Processes



14:20-14:45

14:45-15:10

15:10-15:40

Chairperson:

15:40-16:05

16:05-16:30

16:30-16:55

16:55-17:20

17:20-17:45

18:00-20:00

G. Mil’nikov (Institute for Molecular
Science)

Characteristics and Dynamics of Excited
Molecules—— New Methodology for
evaluating Green's Function in Scattering
Problem

M. Cizek (Charles University)
Characteristics and Dynamics of Excited
Molecules—— Dynamics of associative
detachment processes

Coffee Break
K. Yakushi (Institute for Molecular Science)

V. Fidler (Czech Technical University)
New Multi-Chromophororic Molecules:
Localised excited states, Energy transfer,
and Excitonic interaction

Y. Takagi (Himeji Institute of Technology)
Simple magnetic detection of triplet
formation in aromatic molecules for
verifying energy transfer processes

S. Nakatsuji (Himgji Institute of
Technology)
Development of Novel Photo-Responsive

Spin Systems

F. Hirata (Institute for Molecular Science)
Stati stical-mechani cs description for
stability of molecules and phases

M. Kinoshita (Kyoto University)
Methodology of Predicting Approximate
Shapes and Size Distribution of Micelles

Dinner

March 13 (Tue)

Chairperson:

I. Koyano (Himegji Institute of Technology)

9:00-9:25

9:25-9:50

9:50-10:15

10:15-10:40

10:40-11:00

Chairperson:

11:00-11:25

11:25-11:50

11:50-12:15

12:15-12:40

12:40

T. Kitagawa (Institute for Molecular
Science)

Time-resolved Resonance Raman Study of
Reaction Mechanism of Cytochrome c
Oxidase

J. Stepanek (Charles University)
Base sequence specificity of TMPyP
porphyrin binding to DNA double helix

S. Hashimoto (Science University of Tokyo
in Y amaguchi)

Resonance Raman Study of the Active Site
Structure of Heme Peroxidase

P. Moj zes (Charles University)
Exciplex formation as specific structural
probe of porphyrin-nucleic acid
intermolecular complex

Coffee Break

T. Kitagawa (Institute for Molecular
Science)

S. Nespurek (Institute of Macromolecular
Chemistry)

Optical and electrical properties of linear
polysilanes: A model for molecular wire

K. Yakushi (Institute for Molecular
Science)

Search for 3d-electron near the Fermi level
of phthal ocyanine conductors

P. Toman (Institute for Macromolecular
Chemistry)

Oxidation processesin Ni and Co
phthalocyanines: Quantum chemical model
calculations

H. Tada (Institute for Molecular Science)
Ambipolar Organic Field Effect Transistors
Prepared in Ultrahigh Vacuum

closing remark by H. Nakamura
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