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Véclav Kubecek

BT AR T T 3OV F —Lafseisr (FR)  Bh#dz
Faculty of Nuclear Science and Physical Engineering, Czech Technical
University, Prague

Senior scientist — head of picosecond laser laboratory

M.Sc. 1971 and Ph.D. 1978 in quantum electronics from Czech Tech-
nical University.

Research Interests: Generation of ultrashort pulses in solid state las-
ers and applications of lasers in ranging, spectroscopy and medicine.
At IMS, 1 am working with Professor K. Yoshihara’s groups on re-
search of a tunable laser for spectroscopy based on an optical parame-
tric oscillator synchronously pumped by mode-locked solid state lasers
with passive-negative feedback.

Hobbies: sport, travelling.

% & (Sun, Xin)

ST AR RSN (FH) B

Position: Professor of the Department of Physics, Fudan University,
Shanghai, People’s Republic of China.

Career: Born in 1938, and graduated from the Department of Physics
of Fudan University in 1960.

Associate Professor of Fudan University, 1978.

Professor of Fudan University since 1984.

Visiting Professor of University of California, San Diego, 1982—1983;
and San Diego State University in 1987.

The Associate Member of the International Center for Theoretical
Physics, Trieste, Italy since 1990.

The Advisory Professor of Shangdong University since 1985.
Research: Theory of low-dimensional materials such as conducting
polymer, metal surface, two-dimensional electron gas, superconductor,
etc. Many-body problem. Critical phenomena and phase transition.
Cooperation: With Professor Keiichiro Nasu of IMS on the theory of
electron correlation and electron-lattice coupling in low-dimensional
solids; and the nonlinear optical property of polymers.

Hobbies: Music and walking.

*B #t (Zheng, Hang)

BLARTRZE R o1 AL BE LRSS 2R M U AR AR R
Department of Applied Physics, Jiao Tong University, Shanghai
Professor of Solid State Physics

Graduated in Physics, 1979, Beijing University, Beijing. Ph.D.
(Physics), 1985, Jiao Tong University, Shanghai. Visiting Professor,
1988, I'Universite de Grenoble I, France.

Research Interests: solid state theory, especially the superconductivity
and charge density wave in electron-phonon coupling system, dynami-
cal Jahn-Teller effect and other localized electron-phonon coupling

-system, surface magnetism.

At IMS, T am working with Professor K. Nasu’s group on the fol-
lowing research subjects: superconductivity and charge density wave
by strong electron-phonon coupling.

Hobbies: chinese chess, walking, history.

Andrew Jhon Bell

TR 78 R AL BE B TAL TR eI 2 RAME AR RURTZE R
Royal Society/JSPS Fellow

Graduated in chemistry in 1987 from the University of Oxford.

Ph.D. (in physical chemistry) in 1990 from the University of South-
ampton, U.K.

Research Interests: Laser investigations in to the reaction dynamics of
atmospherically important species. Reactions of van der Waals clusters
and the use of such species as ‘solvents’ for the study of molecular re-
arrangements.

At IMS, 1 am working with Dr. Hrvoje Petek, in Professor K.
Yoshihara’s group, on the cis-trans isomerization of stilbene in van der
Waals clusters using laser fluorescence and multiphoton ionization/
time-of-flight mass spectrometric techniques.

Hobbies: Playing football and squash, reading English literature,
playing musical instruments and listening to music.



Bhattacharjee Ramendu

ST HERETFZE R T B R 4 I B 3K

Lecturer, Department of Physics, St. Edmund’s College, Shillong-
793003, India

M.Sc. (1981) and Ph.D. (1986) in Physics from North-Eastern Hill
University (NEHU), India

Junior Research Fellow (under Dr. Y.S.Jain, NEHU) 1981—86; Sen-
ior Research Fellow (Council of Scientific and Industrial Research,
India) 1986; visiting scholar, Indian Institute of Technology, Kanpur
(under Prof. H.D.Bist) 1986—87; Post-Doctoral fellow, Indian In-
stitute of Science, Bangalore (under Prof. C.N.R.Rao, FRS) 1989—
90; visiting scientist under exchange of scientist programme between
Indian National Science Academy and Japan society for the promotion
of science (under Prof. T. Kitagawa, IMS, Okazaki-444) 1990—91.
Research Interest: In the field of Theory and Experiment on Distor-
tion Induced IR and Raman intensities of different modes of molecular
units in solid, liquid and high pressure gaseous states.

At IMS, I will be working with Prof. T. Kitagawa’s group on prob-
lems of resonance Raman spectra of metalloporphyrins, especially the
structural distortion in solutions and its metal dependence. Excited
state structure is also interesting.

Hobbies: Travelling, writting popular science articles, palmistry.

Abderrazzak Douhal
TR LRI T LRI AR (RS o 10~
Kadi Ayyad University, Marrakech-Morocco.
Ph.D. (Physical Chemistry), January 89, Kadi Ayyad University (Mo-
rocco) and Institute of Physical Chemistry (Madrid, Spain).
Research Interests: Photophysical proprieties of materials which show
intramolecular proton transfer, charge transfer and isomerization in
the electronic excited state.

At IMS, 1 am working with Professor K. Yoshihara’s group on
some phenomena related to proton and charge transfer.
Hobbies: Photography, reading and travelling.

X # (Wang, Ping)
5 F S FHRRE A5 F YWY Sy AR JE 01 50 s 78 R
Institute of Chemistry, Academia Sinica, Beijing, China, Assistant Pro-
fessor
1982 graduated in solid state physics of physics department, Sichuan
University; 1982—1986 Institute of Chemistry, Academia Sinica, re-
search assistant; 1986—1988 Institute for Molecular Science, Okazaki,
visiting scientist; 1989—1990, Institute of Chemistry Academia Sinica,
assistant professor.
Research Interest: Organic Semiconductor, Conductor and Supercon-
ductor; the transport properties of organic charge transfer complexes;
prepare and physical properties of organic conducting polymers.

At IMS, I'm working in ProfeSS(;r Y. Maruyama'’s group on the or-

ganic conducting polymers, especially the charge transfer complex
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films based on the molecular fastener effect.
Hobbies: traveling, sports, photography

2 g4 ®  (Liu, Jing-nan)
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Physics Department, Fudan University, Shanghai, China.

Ph.D. Candidate.

Research Interests: Electron-phonon coupling and electron correla-
tion in low dimensional solids.

At IMS, I fellow my supervisor, Prof. X. Sun, to work with Prof. K.
Nasu’s group on problems of electron-phonon coupling and electron
correlation in low dimensional solids. Usually I study these problems
by using the supercomputer of IMS.

Hobbies:  Pi#: (go game), history, & (calligraphy).

Kim, Bongsoo
BT H ST R L mr7ein . Aralin iz R
B.S. in Chemistry — Seoul National University, 1981
M.S. in Physical Chemistry — Seoul National University, 1983
Ph.D. in Physical Chemistry — Univ. of California, Berkeley, 1990

My research interests are high resolution spectroscopy of transient
species, study of photodissociation, reaction dynamics. At IMS, I am
working with Professor K. Yoshihara and plan to study the photodis-
sociation of small molecules using the picosecond laser.
Hobbies: 1 used to be a tennis buff. Looking for some partners to
play with.

# & % (Xu, Zongrong)

PERGTIFZE A0 T I PR AR 45 —WE 70 2P AR hEmi 784
Department of Chemistry, Institute of Atomic and Molecular Physics,
Chengdu University of Science and Technology, Sichuan, China
Lecturer of Physical Chemistry, Chengdu University of Science and
Technology, Master of Science in Quantum Chemistry (1986).
Research Interests: chemical reaction dynamics, quantum chemistry,
Molecular potential energy function, molecular structure and molecu-
lar collision.

Cooperation at IMS: 1am a fellow of the JSPS RONPAKU (disserta-
tion Ph.D.) program from 1990 to 1994. My advisor is Professor H.
Nakamura.



A #H1 % (Shi, Zurong)
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Institute of Chemistry, Academia Sinica, Beijing, China Head of Sub-

ject Group

60—65, Chinese University of Science and Technology (Chemistry)
66—69, Graduate student in the same university, 69—78, Research
Assistant, 79—86, Research Associate, 86—, Associate Professor.
Research Interests: electronic processes in organic solids, dark and

photo-conductivity, charge carrier generation and transport, molecular
crystal, evaporated film, solution, film, polymer single crystal.

At IMS, I am working with Professor Inokuchi’s group on thermal
expansion of TTCnTTF and drift mobility measurement of polydiace-
tylene polymer single crystals.

Hobbies: photography, travelling by bike
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16 October (Tuesday)

9:30 - 9:40
9:40 - 9:45

9:45 - 10:45
10:45 - 11:15
11:15 - 11:30
11:30 - 12:00

12:00 - 12:30

12:30 - 13:50
13:50 - 14:00

14:00 - 15:00

15:00 - 15:30

15:30 - 16:00

16:00 - 16:25

16:25 - 16:50

H. Inokuchi (IMS) ‘Welcome Address

O. Yamauchi (Nagoya Univ.) Opening Remarks

Chairman: I. Morishima (Kyoto Univ.)

R.J.P. Williams (Univ. of Oxford) _
Coupled and Uncoupled Electron Transfer Proteins

H. Akutsu (Yokohama National Univ.)
Structure and Redox Properties of Cytochrome c;

Coffee break

Chairman: T. Saito (The Univ. of Tokyo)

K. Miki (Osaka Univ.)
Molecular Mechanism of Electron Transfer System in Primary Step of Photo-
synthesis: A View from Structural Chemistry

M. Suzuki and A. Uehara (Kanazawa Univ.)
Tetranuclear Manganese Complexes in Various Oxidation States: Models for
Manganese Center of OEC in Photosystem II

Lunch

Photograph

Chairman: T. Kitagawa (IMS)

T.M. Loehr (Oregon Graduate Inst. of Sci. & Tech.)
Fe-O-Fe Centers in Proteins and Model Complexes

N. Kitajima and Y. Moro-oka (Tokyo Inst. Tech.)

Modelling the Active Sites of Metalloproteins.

Synthesis and Characterization of Copper(Il) Complexes with a Hindered N,
Ligand

Coffee break

Chairman: H. Ohtaki (IMS)

Y. Kai and S. Suzuki (Osaka Univ.)
Structural Aspects of Metal Active Species

S. Kitagawa!, M. Maekawa!, M. Munakata! and Y. Nakao? ('Kinki Univ.,
?Okayama Univ.)
Dynamic Structures and Properties of Antiferromagnetically Coupled Dicop-



16:50 - 17:10

17:10 - 17:50

18:00 -

- per(Il) Complexes with Binucleating Ligands

H. Okawa, H. Sakiyama, and S. Kida (Kyushu Univ.)
A Tetranuclear Copper(Il) Complex with Two OH™ Ions Disposed in Face-
to-face Manner. Relevance to OEC in PSII -

M. Johnsson, C.F. Richérdson, and G.H. Nancollas (State Univ. N.Y. at Buf-
falo)
The Participation of Proteins in Biomineralization

Reception

17 October. (Wednesday)

9:00 - 10:00

10:00 -'10:30

10:30 - 11:00

11:00 - 11:30

11:30 - 12:00

12:00 - 12:30

12:30 - 14:00

14:00 - 15:00
15:00 - 16:30

16:30 - 17:30

Chairman: Y. Moro-oka (Tokyo Inst. Tech.)

I Bertini (Univ. of Florence)
The 'H NMR Approach to the Investigation of Metal Clusters in Proteins

K. Tanaka (IMS)
Carbon Dioxide Assimilation Cata]yzed by FeS and MoFeS Clusters

T. Funabiki (Kyoto Univ.)
The Model Chemistry of Catecholdioxygenases

Coffee break

Chairman: H. Ogino (Tohoku Univ.)

T. Ogura', S. Takahashi!, K. Shinzawa?, S. Yoshikawa? and T. Kitagawa!
({IMS, *Himeji Tnst. Tech.)

Observation of Fe-O, and Fe'V=0 Stretching Raman Bands for Cytochrome
Oxidase Intermediates at Ambient Temperature

Y. Watanabe (Kyoto Univ.)
Molecular Mechanism of Oxygen Activation by Cytochrome P- 450

Lunch

Chairman: O. Yamauchi (Nagoya Univ.)
Poster Preview

Poster Presentation
Coffee Break

Chairman: E. Kimura (Hiroshima Univ.)

H. Sigel (Univ. of Basel)
The Self-Enzymic Properties of Adenosine 5’-Tr1phosphate(ATP) in Its
Metal Ion Pacilitated Hydrolysis

— 30 —

Co

c®

17:30 - 18:00

"18:00 - 18:30

19:00 -

R. Kuroda (The Univ. of Tokyo)
DNA-ligand Interactions at the Molecular Level: Intercalators with DNA
Cleavage Activity

O. Yamauchi (Nagoya Univ.)
Metal-Ion-Assisted Intermolecular Interactions Involving Amino Acids and
Nucleotides »

Banquet

18 October (Thursday)

9:00 - 10:00

10:00 - 10:30

10:30 - 10:55

10:55 - 11:20

11:20 - 11:45

11:45 - 12:10

12:10 - 12:50

12:50 - 13:00

Chalrman Y. Suglura (Kyoto Umv )

T.V. O’Halloran (Northwestern Univ.)
Heavy Metal Recognition by the MerR Metalloregulatory Protein: A Biologi-
cal Mercuric Ion Sensor that Regulates Gene Expression

K. Matsumoto (Waseda Univ.) -
Platinum-Blues Coordination Chemistry in Relevance to Their B1010g1ca1 Ac-
tivities ‘

M. Chikira', T. Sato!, W.E. Antholine?, and D.H. Petering® (*Chuo Univ.,
2Med. Coll. of Wisconsin, *Univ. of Wisconsin-Milwaukee)
Orientation of Non-blue Cupric Complexes on DNA Fibers

Coffee break

' Chairman: S. Kida (Kyushu Univ.)

N. Ueyama, W.-Y. Sun and A. Nakamura (Osaka Univ.)
Function of NH -+ S Hydrogen Bond in Rubredoxm Peptide Model Com-
plexes

S. Yano (Nara Women’s Univ. )
Sugar Transformation by the Co-operative Effects of Metal Ions and Ammes

E. Kimura (Hiroshima Umv.) -
Zinc Enzyme Models by Zinc-Macrocyclic Polyamine Complexes

1. Morishima (Kyoto Univ.) Concluding Remarks



Poster Presentation

1.

10.

11.

12

13.

T. Takabe, Y. Iwasaki, H. Ishikawa, and T. Hibino (Meijo Univ.) - |
Importance of Local Charges on Plastocyanin for the Electron Transfer between P700
and Cytochrome f

T: Sakurai and O. Ikeda (Kanazawa Univ.)
Direct Electron Transfer of Stellacyanin, Plantacyanin and Pseudoazurin at the Bare
Glassy Carbon Electrode

S. Inomata, H. Tobita, and H. Ogino (Tohoku Univ.)
Synthesis and Redox Behavior of Iron-Sulfur Cubane Type Clusters

S. Sato, T. Ogura, V. Fidler, K. Kamogawa, and T. Kitagawa (IMS)
Photoinduced Electron Migration from Ligand to Iron in Iron-Porphyrin and Its Dyna-
mics Revealed by Time-Resolved Resonance Raman Spectroscopy

T. Ono (Inst. of Phys. and Chem. Res.)
Function of Ca Atom in the Mn Cluster of Photosynthetic O2 -Center

Y. Nakao (Okayama Univ.)
Model Studies of Type III Copper Proteins

Y. Nishida (Yamagata Univ.)
Activation of Dioxygen Molecule by Metal Complexes; Its Ongm and Its Importance in
Biological Oxidation Reactions

Y. Murakami, Y. Hisaeda, and X.-M. Song (Kyushu Univ.)
Artificial Metalloenzyme Composed of an Apoprotein Model and a Hydrophobic Vit-
amin B,, '

T. Koike, M. Shionoya, and E. Kimura (Hiroshima Univ.)
Further Application of Acid-Properties of Zinc(II) as Phosphatase and Liver Alcohol De-
hydrogenase Models

T. Yamamura, T. Watanabe, and Y. Kawamura (Science Univ. of Tokyo)
Conformation Analysis for a Chelating Peptide: XAFS, NOESY and Distance Geometry
of (Boc-Cys Pro-Leu-Cys-OMe)Hg(Il) - 2H,0

Y. Uemori and E. Kyuno (Hokuriku Univ.)
Binding of Mono- and Bidentate Ligands to Zn(II) Porphyrin Dimer

K. Ishimorit, 1. Morishima!, K. Imai2, G. Miyazaki2, and K. Nagai? (!Kyoto Univ., 2Osaka
Univ, 3M.R.C.)
NMR Study of Recombinate Human Hemoglobin Mutants

H. Sakurai and K. Tsuchiya (Tokushima Univ.)
Insulin-like Action of Vanadyl Complexes on Streptozocin-induced Diabetic Rats
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Oct. 25th (Thursday) Chairman Y. Maruyama

13:20 Opening address (10) H. Inokuchi (IMS)
13:30 Heading remarks (20) T. Shimidzu (Kyoto Univ.)
13:50 Submicronic molecular materials (35+5) ~ J. Simon (E.S.P.C.L)
14:30 Solid state properties of the radical salts of - v

phthalocyanines (20+5) K. Yakushi (IMS)
14:55 Photochromic compounds for optical memory , ‘

and switch (20+5) M. Irie (Kyushu Univ.)
15:20 Tetrathio-derivatives of quinodimethanés fused

with 1,2,5-thiadiazoles: A novel type of organic

semiconductors (15+5) ; * Y. Yamashita (IMS)
15:40 «Photograph» (15)
15:55 «Coffee or Tea Break» (20)

v " Chairman K. Honda

16:15  Electronic structure insight into novel molecular

architectures for high electrical conductivity and

nonlinear optical response in conjugated materials :

(35+5) J.L. Bredas (Univ. Mons)
16:55 Simulation of primary processes in the photosynthetic ,

reaction center by monolayer assemblies (20+5) M. Fujihira (Tokyo Inst. Tech.)
17:20 Transplating the bilayer organization into other

molecular systems (20+5) T. Kunitake (Kyushu Univ.)
17:45 Photogeneration of carriers and photoconductivity in ‘

ferroelectric polymer films doped with charge transfer

complexes (20+5) ’ H. Ohigashi (Yamagata Univ.)

. 18:15 «Intermission» (15) '

18:30 «Banquet» (90 ~ 120)

Oct. 26th (Friday) - "' Chairman H. Masuhara

9:00 Chromism and functional gel characteristics of
poly(3-alkylthiophene) controlled by conformation

change (20+5) K. Yoshino (Osaka Univ.)

100A-order tailor-made depth structures of
- conducting polymer thin films by potential-
programmed electropolymerization (20+5)

9:25

T. Iyoda (Kyoto Univ.)

9:50 A new approach to photon-mode optical memory

10:15

10:45

11:10

11:35

12:00

13:30

14:05

14:25

14:45

15:05

15:25

15:45

16:20

16:45

17:05

17:30

17:50

(20+5)

using the photochemical and electrochemical hybrid
process of azobenzene (20+5)

«Coffee or Tea Break» (30)

A. Fujishima (Univ. of Tokyo)

Chairman T. Shimidzu

Photoresponsible switching and memory phenomena

in conducting LB films (20+5) H. Tachibana (NCLI)

Photoinduced charge separation dynamics in polymer
films by transient UV absorption spectroscopy .

H. Masuhara (Kyoto Inst.
Tech.)

Excitation energy transport and switching in LB
multilayers (20+5)

«Lunch» (75)

I. Yamazaki (Hokkaido Univ.)-

Chairman K. Nasu

Optical nonlinearities of quantum confined

semiconductors nanocrystals (30+5) C. Flytzanis (Ecole Polytech.)

Luminescence and electroabsorption of

semiconductor microparticles (15+5) T. Kobayashi (Univ. of Tokyo)

Crystal-size dependence of exciton-phonon

interactions in CuCl microcrystals (15+5) T. Itoh (Tohoku Univ.)

Dependence on dimensionality of excitonic optical
nonlinearity in quantum condensed structures
(15+5) '

Ultrafast relaxation and optical responses of localized
excitation in condensed matters (15+5)

«Coffee or Tea Break» (20)

T. Takagahara (NTT RL)

Y. Kayanuma (Tohoku Univ.)

Chairman T. Kobayashi

Primary photophysics of quantum semiconductor

crystallites (30+5) . L.E. Brus (AT & T Bell)
Ultrafast relaxation dynamics in one-dimensional
systems (20+5) ‘ M. Yoshizawa (Univ. of Tokyo)

Theoretical calculation on nonlinear susceptibility

of organic materials (15+5) Y. Itoh (Hitachi RL)

Thin films composed of polydiacetylene crystallites

and polymer matrix for nonlinear optics (20+5) H. Nakanishi (RIPT)

Waveguide devices of optically nonlinear
susceptibility of organic films (15+5)

«Supper» (130)

K. Sasaki (Keio Univ.)



20:00 Poster Session (Room 201)

22:00

Oct. 27th (Saturday)

9:00

9:25

9:50

10:15
 and their SHG and THG (15+5)

10:35

10:55

11:20
11:40

©12:00

12:20

Session will be closed’

Two-dimensional crystallization of organic molecules
for molecular devices (20+5)

Structure and properties of phthalocyanine thin films

~ prepared by molecular beam deposition (20+5)

Structures of thin organic films observed by electron
microscopy (20+5)

Epitaxial growth of phthalocyanine ultra-thin films

«Coffee or Tea Break» (20) :

Chairman T. Mitani

H. Sasabe (IPCR)
N. Toshima (Uni{r. of Tokyo)
S. Isoda (Kyoto Univ.)

H. Hoshi (IMS)

Chairman M. Fujihira

Characterization of organic ultra-thin films by
electron spectroscopy during layer-by-layer
deposition (20+5)

UPS and XANES studies of oriented evaporated
films (15+5) ‘

Analytical model of in-plane anisotropy in Langmuir-

. Blodgett films (15+5)

Study of molecular arrangement of organic
conductors by using scanning tunneling microscopy .
(15+5)

Concluding remarks

Y. Harada (Univ. of Tokyo)
M. Seki (Hiroshima Univ.)

M. Sugi (ETL)

M. Yoshimura (Univ. of Tokyo)

Poster Session Program

Oct. 26th, 20:00 - 22:00, Room 201

P01  Laser-assisted vacuum deposition of 10-(1-
pyrenyl)decanoic acid: In situ fluorescence

observation of the process A Itaya (Kyoto Inst. Tech.) '

P02  In-situ treatment for forming high quality polymer

monolayers --K. Miyano (Univ. of Tokyo)

P03  Two-dimensional crystallization of muscle protein

actin by adsorption to charged lipid monolayer A. Tomioka (Univ. of Tokyo)

P04  Molecular rows formed by bilayers of single-chain

azobenzene amphiphiles N. Kimizuka (Kyushu Univ.)

P05 In-plane anisotropy in LB films of merocyanine dyes

studied by ESR spectroscopy S. Kuroda (ETL)

P06  Preparation of radical salt thin films by

electrodeposition and their properties H. Awano (Yamagata Univ.)

P07  Novel liquid crystals consisting of
Tetraphenylporpyrin derivatives - For a molecular

wire S. Kugimiya (Tokushima Univ.)

P08  Electronic structures of polyyne derivatives with
sulfur addition. Design of new conducting polymersS. Wang (Kyoto Univ.)

P09  Clearly resolved exciton peaks in CdS,Se;_,

microcrystallites S. Nomura (Univ. of Tokyo)

P10  Photochemical hole-burning in porphyrin/polymer

systems Y. Sakakibara (ETL)

P11  Population inversion in optical adiabatic rapid

passage with dephasing Y. Kayanuma (Tohoku Univ.)

P12 Characterization of molecular orientations in LB and

PVD films by use of cryo-electron microscopy T. Inoue (ETL)

P13  Structure and transpdrt properties of highly ,
conductive Langmuir-Blodgett Films of Metal(dmit), T. Nakamura (NCLI)

P14  Superconducting thin film of (BEDT-TTF) lodide by

evaporation method K. Kawabata (Idemitsu CL)'

P15  STM/STS study of some organic superconductors Y. Mori (IMS)

P16  Polythieno[3,4-c][1,2,5]thiadiazole: A new candidate

for narrow-band-gap conjugated polymers S. Tanaka (IMS)

P17  High-pressure effects on the ferromagnetism in

manganese phthalocyanine K. Awaga (IMS)
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PARTICIPANTS: U.K.—JAPAN MEETING
JESUS COLLEGE, OXFORD
24—25 SEPTEMBER 1990

U.K.

Dr. G Balint—Kﬁrti, (Bristdl)

Dr. M.S. Child, (Oxford) .

Dr. D. Clary, (Cambridge*)

Dr. J. Connor, (Manchester) -

Dr. J. Gerratt, (Bristol)

Dr. N. Handy, (Cambridge)

Dr.‘ D. Héyes, (Royal Holloway, Londoﬁ*)
Dr. P.J. Knowles, (Sussex*) .
Dr. M. Robb, (Kings, London*)

Dr. K. Singer, (Royal Holloway, London)
Dr. B.T. Sutcliffe, (York)

Dr. D. Wales, (Cambridge*)

JAPAN

Prof. S. Kato, (Kyoto*)

Prof. K. Morokuma, (IMS*)
Prof. H. Nakamura, (IMS*)
Prof. 1. Ohmine, (IMS*)

Prof. K. Takatsuka, (Nagoya*)

* Speakers



10.00—10.30

10.30—11.15
11.15—-12.00
12.00—12.45

13.00—14.00

- 14.00—14.45
14.45—-15.30

-15.30—16.00
16.00—16.45

16.45—17.30

8.00-8.30

9.00—9.45
9.45—10.30
10.30—11.00

11.00—11.45

11.45—-12.30

MONDAY, 24TH SEPTEMBER 1990
Coffee and Welcome in Junior. Common Room at Jesus College

SESSION ON SIMULATION
Chairman: Dr. B.T. Sutcliffe, (York)

Dr. D.M. Heyes, (Royal Holloway)
“Molecular modelling of rheology”

Prof. I. Ohmine (IMS)
“ Fluctuation and cooperative motion in liquid water”

Dr. D. Wales (Cambridge)
“Calculations on reacting and dissociating systems”

LUNCH

SESSION ON ELECTRON STRUCTURE
Chairman: Dr. N.C. Handy (Cambridge)

Prof. S. Kato (Kyoto)
“Potential energy surfaces of photochemical reactions”

Dr. M. Robb (Kings, London)
“QOrganic reaction mechanisms”

TEA

Prof. K. Morokuma (iMS) -
“ Electronic structure — Theoretical studies in Japan”

Dr. P.J. Knowles (Sussex)
“Accurate Configuration Interaction”

TUESDAY, 25TH SEPTEMBER 1990
BREAKFAST

SESSION OF DYNAMICS
Chairman: Dr. G. Balint-Kurti

Prof. H. Nakamura (IMS)
“ Theoretical studies of molecular dynamic processes in Japan”

Dr. D. Clary (Cambridge)
“Predictions of spectra for van der Waals molecules”

COFFEE
Prof. K. Takatsuka (Nagoya)

“An ordered structure in Hamiltonion chaos — action and quasi-action

variables”
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