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Ii Naomasa from Brazil

Ornellas, Fernando Rei

To have lived in Okazaki for about eleven months was certainly a live-enriching experience for
both myself and my wife, Emilia Haiko, a Brazilian-born second generation Japanese. To better ex-
pound our experience, we recall that the period that anticipated our departure to Japan was one of
great expectations; our feelings were somehow mixed at that time. How to live in a small city in a
cultural and social context quife distinct from that of the megacity of San Paulo we were used to?
How would be the interaction with the colleagues at work and the community? What would be the
scientific outcome of this trip? These questions and much more were constantly in our minds.

To make a long story short, we can say that step by step the transition was made and after a
while we were feeling ourselves very comfortable, both materially and spiritually. The living faci-
lities at Mishima Lodge were quite good; the place very quiet and of easy reach to everything. My
wife soon realized that the Japanese language she had learned with her parents when she was very
young was surprisingly flourishing again; she could understand and communicate with other p.eo-
ple in Japanese. That was very important for her to make new friends and also a moitivation to
deepen her knowledge of the Japanese language both oral and written. A measure of her efforts to
master reading in Japanese is reflected in the 800 children books of increasing difficulty she had
read during this period. The oral mastery came naturally as a result of conversations with her
new friends. She had a wonderful time. She even had time to learn how to ride a bycicle and to
swim, things she never had time even to think about in her busy life as a teacher in an Interna-
tional American School in San Paulo. It is relevant to emphasize these points about my other-half
because if she were not feeling really good in her new environmemt, I would not be able to carry
out my research without serious domestic problems.

Very important for our integration in part of the Japanese life were the Okazaki International
Association (OIA) and the Mitsuhashi Culture Club. Both were instrumental in involving both of
us in social and cultural activities in the city. Through OIA, in particular, I had the opportunity to
inpersonate Ii Naomasa, in the Iyeasu Gyoretsu, a truly memorable experience, unexpressable in a

few words.



My new colleagues in the Theoretical Division were very kind and helpful, and the working
atmosphere very relaxed. Without any premeditated plan, Professor S. Iwata’s group was becoming
quite international; his friendly and helpful attitudes and his intense academic activities were
mainly the cause for this new direction his research group activities were heading to. Not only the
official language of the weekly group seminar became English but the more frequent conversations
and scientific discussions in English gave an opportunity to our Japanese colleagues to put iﬁ prac-
tice their knowledge of the English language, getting therefore more self-confidence. In considera-
tion to all foreigh visitors at IMS, this group practice in the Theoretical Divisions of having the
seminars conducted in English (even when given by a Japanese) would be a benefit to the whole in-
stitute if also extended to the IMS colloquium.

Scientifically, we started, I hope, a long standing collaboration. Quite a lot of work was carried
out and various papers have already resﬁlted and others are in the process of being completed.
However, in various occasions I felt the computational resources were below my expectations and
some projects had to be interrupted.

Overall, this experience was very good, both scientifically and culturally. I would like to ex-
press my gratitute to Professor S. Iwata for giving me the opportunity to join his.group, and also

to Professor M. Ito for supporting my visit to IMS. I am looking forward to meeting you all again.

ROHA

Krober, Jonas
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M. S. (1984) Moscow Institute for Physics and Technology, Russia, and
Ph. D. (1992) at Semenov Institute of Chemical Physics, Russian Academy of
Sciences, Moscow, working on kinetics of photoexcited molecules and ion-
radicals in microgeterogenius organized molecular systems under Prof.
Victor A. Nadtochenko. Since 1992 Senior Scientific Researcher in Institute
of Chemical Physics in Chernogolovka, Russian Academy of Sciences, with
Prof. Victor A. Nadtochenko, working on ultrafast photochemical charge
separation, transient grating spectroscopy, photophysics of fullerenes.

My present work in Prof. Keitaro Yoshihara's group is to investigate

initial stages ( — 100fs) of ultra-fast electron transfer reaction.
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Academic record: M. A. in Philosophy, Diplom (1985) and ph. D (1990) in
Physics at Freie Universitaet Berlin, Germany. 1991-1994 Postdoc at Flor-
ida State University, Tallahassee, USA; 1994-1996 Postdoc at Swiss Feder-
al Insitute of Technology (ETH), Zuerich, Switzerland. Since May 1996 I am
working at IMS.
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Graduated from Zhongshan University, B. S. (1985); and Ph. D. (1990) in
laser physics at Shanghai Institute of Optics and Fine Mechanics, Academy
of Science. 1990-1992 Lecturer of Fudan University; 1992- Associate Pro-
fessor of Physics Department of Fudan University, Shanghai, China.
Research interests:
Ultrafast phenomena
Laser spectroscopy of atoms
Physics and chemistry of clusters
Nanostructured and granular materials
Research program in IMS:
Laser spectroscopy of negatively-charged molecular clusters. --
Prof. T. Nagata's group.
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[ graduated from the Moscow Institute of Physics and Technology (Phys-
Tech) in 1987, and got my Ph. D. in Physics in 1991 from the P. N. Lebedev
Physical Institute, Russian Academy of Sciences, Moscow. Last three years I
spent with the group of Prof. M. Matsuzawa in the University of Electro-
Communications, Tokyo, working on different aspects of the hyperspherical
method in applications to three-body Coulomb problems. I plan to continue
this work in applications to molecular potentials during my stay in IMS with

the group of Prof. H. Nakamura.
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Kogan, Iakov L.
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Graduated from Moscow State University in 1972, Chemical Faculty
1987-Ph. D. in physical chemistry. At present-principal researcher of Insti-
tute of Chemical Physics in Chernogolovka.
Main fields of interest:

Chemical and electrochemical synthesis of conducting polymers. Electroph-
ysical, optical and electrochemical properties. Application in electronics: elec-

trooptical devices, capacitors, diodes.
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Academic Record:
B. Sc. Chemistry with Biochemistry (1987-1990)
Queen Mary and Westfield College, University of London
M. Sc. in Chemical Research (1990-1991)
Queen Mary and Westfield College, University of London
Supervisor: Dr. Peter Hamilton
Ph. D. “Spectroscopy of phosphorus-containing transient species” (1992-
1995)
Queen Mary and Westfield College, University of London
Supervisor: Dr. Peter Hamilton
During my Ph. D. studies, I successfully recorded spectra of PN, PN © | P,
and P 7 using the techniques of emission spectroscopy, Fourier transform
infrared spectroscopy, and laser induced fluorescence spectroscopy. Col-
laborative work undertaken at the University of Cambridge with Dr. Paul
Davies generated PO, PO, and PO using infrared diode laser spectros-
copy.
Monbusho Research Experience Fellowship for Young Foreign Researchers
1995
This fellowship enabled me to spend 2 months at the IMS in order to learn
the microwave spectroscopy technique under the supervision of Professor
Shuji Saito
JSPS/The Royal Society of London Postdoctoral Fellowships (1996-1998)
In Professor Saito's group, I aim to investigate novel phosphorus-bearing

compounds of astrophysical significance using microwave spectroscopy.
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I received the Ph. D. (1994), M. S. and B. S. degrees in National Labora-
tory of Laser Technology, Huazhong University of Science and Technology,
Wuhan, P. R. China. Now, I am working with Professor Kitagawa as a JSPS
research fellow. The current work is to investigate electron coupled proton
transfer in photosynthetic reaction centers by means of resonance Raman
spectroscopy. I am interested in elucidating the physiological functions of

biomoleclues by spectroscopic techniques.

Fiedler, Andreas
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Diploma in Chemistry (1992) and Doctor rer. nat. (1995) at the Technical
University Berlin under Prof. Dr. Dr. h. ¢. Helmut Schwarz, carrying out
combined experimental (mass-spectrometry) and theoretical studies on struc-
ture and reactivity of transition metal compounds. Currently postdoctoral re-
search (JSPS fellow) at IMS in the group of Prof. Iwata working on the ap-
plication of molecular dynamics and monte carlo methods on transition metal
systems.
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[ received my B. S. and M. S. in physics from Jilin University, China, and
Changchun Institute of Optics and Fine Mechanics, Chinese Academy of Sci-
ences respectively, and then worked as a research associate at the latter in-
stitute before coming to Japan in 1993 to pursue the doctorate study. I final-
ly got my Ph. D. from Graduate University for Advanced Studies in 1996,
specializing in Molecular Conductors, which are still my current subject in
professor Yakushi's lab of IMS.

I took up a new hobby in Japan: watching baseball in TV, and end up as a
Chunichi-Dragon fan, getting familiar with the names of many baseball celeb-
rities. Though I've never played the game at all.
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Severino, Patrizio
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B. S. in Chemistry at Universita' degli Studi di Napoli “Federico II" (1986)
under Professor Giuseppe DEL RE working on the ab-initio calculations and
their chemical interpretation from an epistemological point of view. M. S. in
Glass Engineering at Universita' di Padova (1991) under Professor Giovanni
SCARINCI working on synthesis of glass materials in microgravity condi-
tions.

Currently an European Commission Science and Technology fellow, work-
ing with Prof. Iwata on models of the organic conducter polymers such as

poly (1-para-n-Nonanoxy-pheny1,2-trans-phenyl, ethylene) ethylene.

Syed Irfan Gheyas
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I received my M. Sc degree (1993) in Electronic Engineering and Ph. D de-
gree (1996) in Energy and Materials Science, both from Saga University,
Japan. I then got the opportunity to join the group of Professor Tsuneo Urisu
on a JSPS Fellowship for Foreign Researchers (Short Course-29 March -22
June, 1996). Now I am working as a Visiting Scientist in the Institute for
Molecular Science with the same group. ‘Surface chemistry of adsorbed hyd-
rogen/deuterium on ultrathin Ge deposited over Si (100)" is my current re-
search topic. Outside research, my hobbies extend from sports to ‘deep’ liter-

ature.
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The 54th Okazaki Conference
“Dynamic Studies on Hydrogen Atom Transfer Reactions”

January 23-25, 1996

January 23 (Tuesday)
10:00 Opening Address H. Shizuka (Gunma)
Welcome Address M. Ito (Okazaki)
H. Shizuka (Gunma) Presiding i

10:10

0-1 J. C. (Tito) Scaiano, M. Barra, G. Bucher and D. Weldon (Invited lecture) Universi-
ty of Ottawa, Ottawa, Canada
Hydrogen atom transfer and addition reactions of atomic species (F, O, Br) in solu-
tion.

11:00

0-2 K.Hamanoue
Kyoto Institute of Technology, Kyoto, Japan
Photoinduced intra- and inter-molecular hydrogen-atom transfer of planar alkylan-
thraquinones and sterically strained [6]-1,4-cyclophane-anthraquinone.

11:30

0-3 K. Obi

Tokyo Institute of Technology, Tokyo, Japan

Hydrogen abstraction reaction in benzophenone clusters.
12:00 Lunch
K. Obi (Tokyo) Presiding

13:30
0-4 S. J. Formosinho (Invited lecture)
Universidade de Coimbral, Coimbra, Portugal
Hydrogen atoms transfers in the framework of the intersecting-state model.
14:20
0-5 T. Arai, S. Tobita, and H. Shizuka

Gunma University, Kiryu, Japan
Tunnelling effects on sigmatropic hydrogen shifts in the ground state of photorear-
ranged intermediates studied by laser flash photolysis.



14:50
0-6 T. Miyazaki
Nagoya University, Nagoya, Japan,
Japan Atomic Energy Research Institute, Tokai-mura, Japan
Conclusive evidence for tunneling reaction in hydrogen atom-hydrogen molecule
system at ultralow temperature and application of tunneling reaction to biological
system (mammalian cells) at room temperature.
15:20 Coffee Break
K. Kaya (Yokohama) Presiding

15:50
0-7 J. A. Syage (Invited lecture) .
The Aerospace Corporation, Los Angeles, USA
A tunneling mechanism for excited-state proton transfer in clusters.
16:40
0-8 S. Iwata
Institute for Molecular Science, Okazaki, Japan
Theoretical studies of intra-cluster reactions.
17:10
0-9 T. Ichikawa

Hokkaido University, Sapporo, Japan .
Hydrogen-atom abstraction from organic molecules by hydrogen atoms in cryoge-
nic solids.

January 24 (Wednesday)
) H. Nakamura (Okazaki) Presiding

9:00
0-10 R. K. Frost, F. Hagemeister, D. Schleppenbach, and T. S. Zwier (Invited lecture)
) Purdue University, West Lafayette, USA
Fluorescence-dip infrared spectroscopy of tropolone derivatives and their water-
containing clusters.
9:50
0-11 ) H. Sekiya and Y. Nishimura
Kyushu University, Fukuoka, Japan
Vibrational mode-selective proton tunneling in tropolone and 9-hydroxyphe-
nalenone.
10:20 Coffee Break
S. Iwata (Okazaki) Presiding
10:50
0-12 H. Nakamura
Institute for Molecular Science, Okazaki, Japan
Semiclassical theories of tunneling and nonadiabatic tunneling.
11:20
0-13 F. Hirata

Kyoto University, Kyoto, Japan
A theoretical study for proton affinity in solution.
11:50 Lunch
K. Hamanoue (Kyoto) Presiding
13:30 )
0-14 P. B. Bisht, H. Petek, K. Yoshihara, and U. Nagashima’
Institute for Molecular Science and The Graduate University for Advanced Stu-



14:00
0-15

14:30
15:00-17:00
17:30

dies, Okazaki, Japan, Ochanomizu Women's University, Tokyo, Japan
Excited State enol-keto tautomerization in salicylic acid: A supersonic free jet
study.

T. Kobayashi and T. Sekikawa

University of Tokyo, Tokyo, Japan

Proton transfer in the thermochromic salicylidenaniline crystals.
Coffee Break

Poster Presentations

Banquet

K. Fuke (Kobe) Presiding

January 25 (Thursday)
N. Hirota (Kyoto) Presiding

9:00
0-16

9:50
0-17

10:20

M. T. H. Liu (Invited lecture)
University of Prince Edward Island, Charlottetown, Canada

1,2-Hydrogen migration in carbenes and ylides. Excited state vs. carbene-alkene
complex in the decomposition of diazirine.

H. Tomioka
Mie University, Tsu, Japan

H atom tunneling in reactions of carbenes.
Coffee Break

T. Miyazaki (Nagoya) Presiding

10:50
0-18

" 11:20
0-19

11:50

S. Tero-Kubota, T. Ikoma, and K. Akiyama

Tohoku University, Sendai, Japan

TR-EPR study on the excited triplet states generated from photoinduced intra-
molecular hydrogen/proton transfer reactions.

S. Takeda
Osaka University, Osaka, Japan
Proton tunneling in the hydrogen bonds in crystals and a novel dynamic phe-
nomenon in the H/D mixed system.
Closing Remarks K. Fuke (Kobe)
Poster Presentations
P-01 K. Tokumura
Kanazawa University, Kanazawa, Japan
The role of triplet states in the high-density laser pulse excitation of mole-
cules undergoing phototautomerization.
P-02 S. Nagaoka
Ehime University, Matsuyama, Japan
Effects of node of wave function upon excited-state-intramolecular-proton-
transfer of hydrogen-bonded molecules.
P-03 S. Tobita, N. Kurahayashi, M. Yamamoto, and H. Shizuka
Gunma University, Kiryu, Japan
The ground-state reverse proton transfer of 1-hydroxy-2-acetonaphthone
studied by laser photolysis.
P-04 Y. Kimura, M. Yamamoto, S. Tobita, and H. Shizuka



P-05

P-06

P-07

P-08

P-09

P-10

P11

P-12

P13

P-14

P-15

Gunma University, Kiryu, Japan

- Tunnelling effects on 1,2-sigmatropic hydrogen shift in the ground state of

photorearranged intermediate of N-acetyl pyrrole.

J. C. (Tito) Scaiano, W. M. Nau, and F. L. Cozens

University of Ottawa, Ottawa, Canada

Reactivity and efficiency of singlet- and triplet-excited states in inter-
molecular hydrogen abstraction reactions.

M. Yamaji, K. Okada, and H. Shizuka

Gunma University, Kiryu, Japan

Laser flash photolysis studies on interactions of triplet benzophenone and
toluene derivatives.

Y. Kajii, K. Shibuya, and K. Obi’

University of Tokyo, Tokyo, Japan, Tokyo Institute of Technology, Tokyo,

" Japan

Complex formation of benzophenone ketyl radical and amines.

0. Ito

Tohoku University, Sendai, Japan

Reaction rates of hydrogen abstraction of O- and S-centered radicals stu-
died by nanosecond laser flash photolysis.

T. Suzuki, U. Okuyama, and T. Ichimura

Tokyo Institute of Technology, Tokyo, Japan

Reaction dynamics of hydrbgen abstracted intermediates studied by time-re-
solved thermal lensing technique.

T. Ebata and N. Mikami

Tohoku University, Sendai, Japan

Vibrational spectroscopy of the OH stretching vibrations of hydrogen-
bonded clusters of phenol in the Sp and S; states.

K. Shibuya, S. Suzuki’, and L Koyanon

Tokyo Institute of Technology, Tokyo, Japan, Tokyo Metropolitan Universi-
ty, Tokyo, Japan, “Himeji Institute of Technology, Kamigori, Japan
Dissociation of state selected NOs™ ions studied by threshold photoelectron-
photoion coincidence techniques.

K. Kaya and A. Nakajima

Keio University, Yokohama, Japan

Spectroscopic study of hydrogen bonded 7-azaindolé molecular clusters.

R. Takasu and K. Fuke’

Institute for Molecular Science and The Graduate University for Advanced
Studies, Okazaki, Japan

'present address: Kobe University, Kobe, Japan

Ultrafast photochemistry of ammonia clusters: Predissociation of NHg, and
formation and decomposition of clusters containing the NH,4 radical through
tunneling.

-Y. Sakaguchi

The Institute of Physical and Chemical Research (RIKEN), Wako, Japan
Hydrogen abstraction reactions by « 7 triples states of aromatic carbonyl
compounds.

Y. Tanimoto, Y. Fujiwara, M. Yamaoka, and R. Nakagaki’

Hiroshima University, Higashi-Hiroshima, Japan, ‘Kanazawa University,
Kanazawa, Japan

Effect of high magnetic field on intramolecular hydrogen abstraction reac-



P-16

P-17

P-18

P-19

tion of bifunctional chain molecules.

H. Hiratsuka, S. Kobayashi, S. Kuroda, T. Okutsu, and S. Murakami

Gunma University, Kiryu, Japan, “Toshiba Silicone Co. Ltd., Ohta, Japan
Nanosecond laser flash photolysis study of trimethoxylsilyldipheny-
Imethane.

S. Murata, Y. Tsubone, and H. Tomioka

Mie University, Tsu, Japan

Mechanistic studies of intramolecular CH insertion reaction of arylnitrene.
M. Hoshino

Institute of Physical and Chemical Research (RIKEN), Wako, Japan
Photoreduction of nitrosyl metalloporphyrins.

T. Nakayama and K. Hamanoue

Kyoto Institute of Technology, Kyoto, Japan

Photophysics and photochemistry of tert-butylanthraquinones (the 1-tert-
butyl, 1,2-ditert-butyl, 1,2,3-tri-tert-butyl and 1,2-di-tert-butyl-3-trimethyl-
silyl Compounds)



EB5SEABaY 77 LV A

HERBERE R I BT 2 S B ERE OVEAEE

7095 L

The 55th Okazaki Conference
“Molecular Mechanisms on the Metalloproteins in Biological
Functions”

February 5-7, 1996

Feb. 4 (Sunday)
17:00-19:00  Registration.

Feb. 5 (Monday)
9:00-9:10 Opening Address.
M. Ito (the Director General of IMS)
9:10-9:40 Calmodulin binding and electron transfer in NOS.
R. Stevens-Truss (Univ. of Michigan)
9:40-10:10 Nitric oxide as a ligand with a high affinity for ferrous hemes.
T. Yoshimura (Inst. Life Support Tech.)
10:10-10:40  Structure and function of a complex metallo-flavoprotein.
T. Nishino (Nippon Med. Sch.)
10:40-11:10  Coffee Break
11:10-11:40  Mechanism for the activation of photoreactive nitrile hydratase.
M. Odaka (RIKEN)
11:40-12:10  Structure and molecular mechanism of NO reductase ctytochrome P450nor.
Y. Shiro (RIKEN) '
12:10-12:30  Photo Service
12:30-13:10  Lunch
13:10-13:40  Metal-phospahte interactions as models of signal regulation.
A. Odani (Nagoya Univ.)
13:40:14:10 Intelligent carbohydrate complexes on induced-fit model.
S. Yano (Nara Women’s Univ.)
14:10-14:40  Structural and functional switching of semisynthetic myoglobins.
I. Hamachi (Kyushu Univ.)
14:40-15:10  Models of biological signal transduction system via ion channels.
Y. Kobuke (Shizuoka Univ.) ‘
15:10-15:30  Coffee Break
15:30-16:20  Challenges of biological Ny fixation: The chemistry of nitrogen, hydrogen and nit-
rogen hj{drides in the coordination sphere of metal sulfur complexes.



16:20-16:50

16:50-17:20

17:20-17:50

17:50-18:20

18:30-20:30

D. Sellmann (Univ. Erlangen-Niirnberg)
Chemical function of NH---S hydrogen bond in iron-sulfur proteins.
N. Ueyama (Osaka Univ.)
Regulation of redox properties of ferredoxin by the site-directed mutagenesis.
S. Aono (Jap. Adv. Inst. Sci. Tech.)
Structure and reaction mechanism of the Mn-cluster in photosynthetic oxygen
evolution: Involvement of Ca? * and CI".
T. Ono (RIKEN)
Catalase-like activity of dimanganese (II) complexes.
H. Sakiyama and H. Okawa (Yamagata Univ., Kyushu Univ.)
Banquet

Feb. 6 (Tuesday)

9:00-9:50

9:50-10:20

10:20-10:50

10:50-11:10
11:10-11:40

11:40-12:10

12:10-13:00
13:00-13:50

13:50-14:20

14:20-14:50

14:50-15:10
15:10-15:40

15:40-16:10

16:10-17:00

17:00-19:00

The importance of RNA backbone functionalities and metal ions in folding and
catalysis by group II intron ribozymes.
A. Pyle (Columbia Univ.)
Selective strand scission of nucleic acids-molecular design of synthetic restrict en-
zymes.
M. Komiyama (Univ. Tokyo)
Structure and functional switch mechanism of the Escherichia coli Ada protein.
T. Ohkubo (Jap. Adv. Inst. Sci. Tech.)
Coffee Break
Role of Mg? T ions in reactions catalyzed by hammerhead ribozyme.
K. Taira (Natl. Inst. Biosci. Human Tech.)
Zinc complexes as targeting agents for nucleic acids.
M. Shionoya (IMS)
Lunch
Whole structure of resting oxidized bovine heart cytochrome c¢ oxidase at 2.8 A
resolution. '
T. Tsukihara, H. Aoyama, E. Yamashita, T. Tomizaki, H. Yamaguchi, K.
Shinzawa-Ito, R. Nakashima, R. Yaono, and S. Yoshikawa (Osaka Univ.,
Himeji Inst. Tech.)
Resonance Raman characterization of reaction intermediates in cytochrome ¢ ox-
idase catalysis.
T. Ogura (IMS)
Modeling reaction of oxygen evolution with manganese porphyrin dimers.
Y. Naruta (Kyushu Univ.)
Coffee Break
The roles of threonine252 on the oxygen activation by cytochrome P-450cam.
H. Shimada (Keio Univ.)
Roles of amino acid reidues around heme vicinity on their enzymic activities.
Y. Watanabe (IMS)
P450 structures and heme enzyme engineering.
T. Poulos (Univ. Cal. Irvin)
Poster Session
P-1  Structure and function of module-substituted hemoproteins.
K. Wakasugi, K. Inaba, K. Ishimori, and I. Morishima (Kyoto Univ.)
P-2  Roles of valine-98 and glutamic acid-72 of putidaredoxin in the electron
transfer complexes with putidaredoxin reductase and P450cam.
M. Aoki, K. Ishimori, and I. Morishima (Kyoto Univ.)



P-3

P-4

P-5

P6

p-7

P9

P-10

pP-11

P-12

P-13

P-14

P-15

P-16

P17

P-18

P-19

P-20

Preparation and characterization of novel hemoproteins by module substitu-
tion in hemoglobin subunits.

K. Inaba, K. Wakasugi, K. Ishimori, and 1. Morishima (Kyoto Univ.)
Mechanism for the formation of oxo-iron(V) porphyrin complexes

O = Fe(V).

T. Murakami, Y. Watanabe, and 1. Morishima (Kyoto Univ., IMS)

Model study on nitrite reductases: Roles of oxo-substituent of heme dl
in conversion of nitrite to nitric oxide.

T. Ichlkawa, E. Sakamoto, S. Ozawa, Y. Watanabe, and I. Morishima (Kyoto
Univ., IMS) :

Roles of histidine-asparagine hydrogen bond in the heme distal site of pero-
xidase.

M. Tanaka, S. Nagano, Y. Watanabe, and 1. Morishima (Kyoto Univ., IMS)
Model studies of.thyroxine-carrier protein bindings. Weak interactions in
ternary copper(Il) complexes involving 3,5-diiodo-L-tyrosinate.

F. Zhang, H. Masuda, A. Odani, and O. Yamauchi (Nagoya Univ., Nagoya
Inst. Tech.) .

Weak interaction involving proximal aromatic rings. Model studies.

A. Odani, T. Takagi, H. Ohara and O. Yamauchi (Nagoya Univ.)

Rapid and efficient alkane functionalization catalyzed by diiron complex
and detection of the related intermediate.

M. Kodera, W. Shimakoshi, Y. Taniike, K. Kanou (Doshisha Univ.)
Molecular mechanism of DNA recognition by CyHa-type zinc finger trans-
cription factor Spl.

M. Nagaoka and Y. Sugiura (Kyoto Univ.)

A pronounced axial thiolate ligand effect on the reactivity of the high va-
lent oxo-iron porphyrin intermediate.

T. Higuchi (Univ. Tokyo)

Modelling the structure and reactivity of urease.

K. Yamaguchi (Osaka Univ.)

ESR studies of oxo iron(IV) porphyrin z-cation radical complexes.

H. Fujii (Inst. Life Support Tech.)

Hydrocarbon functionalization catalyzed by ruthenium-polypyridyl com-
plexes with peroxides and molecular oxygen.

T. Kojima (Kyushu Univ.)

Synthesis, characterization, and biological activity of metal complexes de-
rived from amino sugar.

S. Inoue, R. Nouchi, K. Mogami, M. Kato, T. Suzuki, and S. Yano (Nara
Women’s Univ.) .

Synthesis, characterization, and DNA binding properties of (1,2-
diaminoethane)-platinum(II) complexes linked to DNA intercalators.

K. Mogami, Y. Mikata, M. Yokoyama, K. Ikehara, M. Kato, I. Okura and S.
Yano (Nara Women’s Univ., Tokyo Inst. Tech.) :

Model complexes of non-heme proteins.

M. Ito and L. Que Jr. (Oita Univ., Univ. Minnesota)

Reaction of peroxo-iron(IIl) porphyrin complexes.

Y. Goto, S. Wada Y. Watanabe, and I. Morishima (IMS, Kyoto Univ.) .
Molecular design of artificial heme peroxygenase.

S. Ozaki, T. Matsui, and Y. Watanabe (IMS)

Investigation of molecular catalysts for activation and effective fixation of



COs. .
H. Nakajima and K. Tanaka (IMS)

P-21 Functional model studies for lipoxygenases.
T. Funabiki, A. Suzuki, and S. Yoshida (Kyoto Univ.)

P-22 Efficient photogeneration of reactive species of reconstituted semisynthetic
myoglobin appending rutheniu complex.
S. Tsukiji, S. Tanaka, S. Shinkai, and 1. Hamachi (Kyushu Univ.)

P-23 Structures and properties of P-450 model complexes containing intra-
molecular single and double NH---S hydrogen bond.
T. Okamura, N. Nishikawa, Y. Yamada, N. Ueyama, and A. Nakamura (Osa-
ka Univ.)

P-24 1In vivo EPR detection and imaging of endogenous nitric oxide using a
DTCS-Fe complex as a spin trap reagent.
S. Fujii, H. Yokoyama, T. Yoshimura, K. Oikawa, and H. Kamada (Inst. Life
Support Tech.)

Feb. 7 (Wednesday)

9:00-9:50

9:50-10:20

10:20-10:50

10:50-11:10

11:10-12:00

12:00-12:30

12:30-13:00

13:00-13:15

Modeling high valent intermediates in the oxygen activation chemistry of methane
monooxygenase and ribonucleotide reductase. '
L. Que, Jr. (Univ. Minnesota)
Synthetic models for reactive intermediates in copper monooxygenases.
K. Fujisawa (Tokyo Inst. Tech.) )
Reactivity of diiron(II) complexes with molecular oxygen.
M. Suzuki (Kanazawa Univ.)
Coffee Break
Structure and. mechanism of copper-containing oxidases: Enzymes with built-in-
cofactors. '
P. F. Knowles (Univ. Leeds)
Functional models of copper monooxygenases.
S. Itoh (Osaka Univ.)
Design and synthesis of model systems for dioxygen binding in mononuclear cop-
per proteins.
H. Masuda (Nagoya Inst. Tech.)
Closing Remarks.
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The 56th Okazaki Conference
“Condensed Phase Quantum Dynamics: Application to Chemical
Systems”

September 27-29, 1996

September 27 (Friday)
Discussion Leader: Rob D. Coalson
9:20-9:30 Welcome address by Director-in-General, Prof. M. Ito
9:30-10:30 Koji Ando “Solvation dynamics and electronic structure development of an organic probe
i polar solvents”
10:30-11:30  Josse Onuchic “Pathway tubes controlling electron transfer in proteins”
11:30-11:40  Taking photograph
11:40-13:00  Lunch

Discussion Leader: Majed Chergui
13:00-14:00  Joseph Hupp “Resomant Vibrational and Electronic Spectroscopy of Strongly Interacting
Charge-Transfer Systems”
14:00-15:00  Shuichi Kinoshita “Optical Spectroscopy of Molecule in Disordered Condensed Matter”
15:00-18:30  Poster sessions

September 28 (Saturday)
Discussion Leader: Yasuo Kanematsu

9:00-10:00 Norbert Scherer “Ultrafast and Coherence Studies of Reaction Dynamics”

10:00-11:00 Keisuke Tominaga “Off-resonant Higher-order Nonlinear Spectroscopy by Ultrafast
Laser”

11:00-11:15  Break

11:15-12:15 Majed Chergui “Ultrafast dynamics involving Rydberg states and chemically reactive
surfaces of small molecules in vare gas solids”

12:15-13:45  Lunch

Discussion Leader: Keisuke Tominaga
13:45-14:45  Yoshitaka Tanimura “Nonlinear optical processes of molecular system with anharmonic
potential in condensed phase”
14:45-15:45 Rob. D. Coalson “Nonequilibrium relaxation and Laser Control of Condensed Phase
Electron Transfer Reactions”



15:45-16:00 Break

16:00-17:00  Yi-Jing Yang “Semiclassical dynamics in control and detection of molecular dynamics
in condensed phases”

17:30-20:30  Reception (at Sanglia)

September 29 (Sunday)

Discussion Leader: Jose Onuchic
9:00-10:00 Michitoshi Hayashi “Coherent dynamics of photosynthetic reaction centers”
10:00-11:00  David Klug “What can quantum dynamical studies tell us about photosynthesis?”
11:00-11:15  Break
11:15-12:15  Vladimir Chernyak “Solvation Dynamics and Collective Excitations i Nonlinear

Spectroscopy”

12:15-12:30  Closing Remarks by Yoshitaka Tanimura

14:00- Excursion (Okazaki castle, guided by Ko Okumura)

POSTER SESSIONS (SEPTEMBER 27, FRIDAY, 15:00-18:30) -
1. A. Morita and S. Kato (Dep. of Chemistry, Kyoto University)

“Analysis of electronic polarization: orvigin of anormalously slow diffusion of aromatic radicals in
solution”

2. K. Okumura and Y. Tanimura (IMS)

“The (2n + 1)th-order off-resonant spectroscopy from the (n + 1)th-order anharmonicities of molecular
vibrational modes in condensed phase”

3. S. Yokojima, T. Meier, S. Mukamel (Department of Chemistry, Univ. of Rochester)

“Optical Spectroscopy of Semiconductor Nanocrystals using the time-dependent Hartree-Fock technique”

4. C. Silva, P. K. Walhout, K. Yokoyama®, P. F. Barbara (Dep. of Chem., U of Minnesota)
“Photophysics and photochemistry of the solvated electron in water”

5. Y. Kanematsu, Y. Ichino, N. Hashimoto and T. Kushida (Dep. of Physics, Osaka Univ.)
“Universality of spectral density functioﬁ of dye moleculesin disordered materials”

6. A. Okada, V. Chernyak, and S. Mukamel (Dep. of Chemistry, University of Rochester)

“Electron Transfer Rates in Solvents with Complex Spectral Densities”

7. M. Nagaoka, Y. Okuno and T. Yamabe (Insitute for Fundamental Chemistry)

“Theoretical Studies of Reactive Energy Flow: Formamidine Isomerization in Aqueous Solution”

8. S. Takeuchi and T. Tahara (IMS) '
“Ultrafast Fluovescence Study on the Excited Singlet State Dynamics of all-trans Retinal ”

9. Y. Nagasawa, S. A. Passino, T. Joo, and G. R. Fleming (Dep. of Chem. and James Franck Inst.,
The University of Chicago) ‘

“Temperature Dependence of Optical Dephasing in Polymer Glass. Three Pulse Photon Echo Peak Shift
Measurement”

10. S. Matsuo and T. Tahara (IMS)

“Phase-stabilized Optical Heterodyne Detection of Impulsive Stimulated Raman Scattering”

11. Y. Ohtsuki, T. Kato, Y. Fujimura, S. H. Lin (Tohoku Univ., Institute of Atomic and Molecular
Sciences)

“Adiabatic theory of laser-induced vibrational predesorption from insulating substrates”

12. Y. Naitoh and K. Yoshihara (IMS)

“Ultrafast UV-Photoinduced Chemical Reaction in Neat CH3I"

13. S. NANBU, S. Minamino, M. Aoyagi (IMS)

“Theoretical Study of the Potential Energy Surfaces and Dynamics of CaNC/CaCN”

14. C. Zhu (IMS)

“Unified semiclassical theory for the two-state system: Analytical solution for scattering matrices”



15. Y. Masuda (Faculty of science, Ochanomizu university)

“Solvent effect on ultrafast intramolecular electron transfer rate of biferrocen monocation (Fe(ll), Fe(III))”
16. Y. Kasai, N. Yonekura, M. Takami (RIKEN)

“The SO-S1 transition of naphthalene in superfluid helium”

17. K. Seki (National Intustitute of Materials and Chemical Research)

“External field induced anisotropy in dielectric relaxation”

18. K. Kamada', M. Ueda', K. Ohta’, Y. Wang i , K. Ushida$, and Y. Tominaga # (‘Osaka National
Research Institute, $RIKEN, # Department of Physics, Ochanomizu University)

“Coherent and diffusive nuclear motions of aromatic molecular liguids containing chalcogen atoms
investigated by femtosecond OHD-RIKES and low frequency Raman spectroscopy”

19. S. Saito and L. Ohmine (Nagoya University)

“Third ovder nonlinear response of liguid water”

20. K. Ushida and A. Kira (RIKEN)

“Solvation Dynamics in Fomation Process of Dimer Radical Ions”

21.Y. Tanimura and Y. Maruyama® (IMS and O The Graduate Univ. for Advanced Studies)
“Gaussian-Markovian multi-state quantum Fokker-Planck equation approach to nonlinear spectroscopy of a
displaced Morse oscillators system: photo dissociation”
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5. U5 A4
ANGLO-JAPANESE MEETING UNDER THE PROGRAMME
“MOLECULAR MATERIALS FOR ELECTRONICS”
“MOLECULAR MATERIALS FOR NLO DEVICES AND THIN FILMS”

Royal Institution 21 Albermarle Street London W1X 4BS
Monday, 26th February, 1996

9.15 am Opening Remarks
Chairman: A E Underhill, University of Wales, Bangor
9.30 am Professor K Yakushi, Institute of Molecular Science
“z-d Interaction in Phthalocyanine Conductor”
10.00 am Dr J D Kilburn, University of Southampton
“Synthesis and Properties of Multi-TTF Compounds and TTF Derived Metal Com-
plexes” .
10.30 am Professor Y Yamashita, Institute of Molecular Science
“Preparation and Properties of Novel Donors and Donor-z-Acceptor Systems Con-
taining Fused 1,2,5-Thiadiazole Units”
11.00 am COFFEE
11.15 am Dr T Richardson. University of Sheffield
“Pyroelectricity in LB Films”
11.45 am Professor N Toshima, University of Tokyo
“Electronic Properties of Phthalocyanine Composite Thin Films”
12.15 pm Dr ] H Maud, University of Wales, Swansea
“Heteroaromatic Oligomers and Electronic Devices”
12.45 pm LUNCH
2.00 pm Dr M Hara, Riken
“STM/AFM Studies of Organic Thin Films”
2.30 pm Professor D M Taylor, University of Wales, Bangor
“Characterisation of Organic Films for Molecular Electronics”
3.00 pm Prof K Hashimoto, University of Tokyo
“Photochemically and Electrochemically Induced Magnetization with Metal Cyanide

Complex Films”
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3.30 pm TEA

3.45 pm Professor Y Maruyama, Hosei University
“Third Order Optical Nonlinearity of VOPc¢ Thin Film with 2-Dimensional C4dv
Symmetry”

4.15 pm Professor D D Bradley, University of sheffield
“Optical Applications of Conjugated Polymers”

4.45 pm Dr M Hiramoto, Osaka University

“Light Amplification and Photocurrent Amplification Devices Using Organic Thin

Films”
5.15 pm BREAK
5.30 pm SHORT PRESENTATIONS (5 minutes)

Professor P Day, Royal Institution

“Superconducting and Magnetic Molecular Layers”

Dr M R Willis, University of Nottingham

“Phthalocyanines for Devicé Applications”

Professor P Hodge, University of Manchester

“Synthesis of Electroactive Materials”

Professor R H Friend, University of Cambridge

“Magnetic States in Conjugated Molecules and Polymers Coupled with Metals”
Professor A E Underhill, University of Wales, Bangor

“Third Order NLO Molecular Materials”

6.00 pm General Discussion-identify possible collaborative links Time for informal discus-
sion
7.30 pm DINNER FOR PARTICIPANTS

(EMIs— )
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TRT T A
8:30-9:00

9:00-9:50

9:50-10:10

10:10-10:30

10:30-11:00

11:00-11:50

11:50-12:10

12:10-12:30

12:30-1:30

1:30-2:20
2:20-2:40

. 2:40-3:00

3:00-3:20
3:20-3:40

Monday, February 26, 1996

Interfaith Chapel (Lower Level)

Professor Anne Myers (Director, Center for Photoinduced Charge Transfer) and
Professor Mitsuo Ito (Director-General, Institute for Molecular Science), Welcome
and Announcements

Jam Gpild - Homogeneous Media

Keitaro Yoshihara - “Some Characteristics of Ultrafast Intermolecular Electron
Transfer”

Tahei Tahara - “Time-Resolved Raman Studies on the Structural Change Induced
by Charge Transfer in the Excited States”

BREAK

David Whitten - Organized Media

Tatsuhisa Kato - “ESR Study on Structures and Dynamics of Metallofullerenes in
Solution”

Yoshitaka Tanimura - “Effects of Anharmonicity in Femtosecond Pump-Probe
Spectroscopy of Molecular Systems in Condensed Phases”

Lunch (red carpet lounge)

Annabel Muenter/Al Marchetti - Restricted Geometries

Yoshihito Watanabe - “Molecular Mechanisms on the Oxygen Activation by Heme
Enzymes”

Mitsuhiko Shionoya - “Zinc Complexes as Targeting Agents for Nucleic Acids”
BREAK

Fumio Hirata - “A RISM-SCF Study of the Electronic Structure of Solvated Mole-

— 106 —



3:40-4:30
4:30-4:50

4:50-5:10
5:10-5:45
6:00

cules and Chemical Reaction”

Esther Conwell/Marty Abkowitz/Sam Jenekhe - Conducting Polymers

Hayao Kobayashi - “Structures and‘Physical Properties of Molecular Metals Based
on BETS and M (dmix); (M = Ni, Pd; x = S, Se)"

Mitsuo Ito - “An Unforgettable Experience”

Reception (red carpet lounge-Hutchison Hall)

Dinner - Holidome (all IMS Scientists and Abkowitz, Borsenberger, Gao, Myers,

Okumura, Perlstein, Yokojima, and Young)

(EBFN 7O
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2 659 [l

25 660 @

5 661 @
£ 662 [
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3 H14H
4 A10H

4 A17H

5 H15H
5 A22H

5 H27H -

6 H5H
6 H19H
6 H26H

7TH3H
7 B17H

8H1H

i 0 e A Ry VA

STM 2 & A KHEHEE - EFIREOBZE (BEBIN=HE)
EHHLFIC BT ARREEL Y1 F3I22  (IBRE FH

- Wave Packets for Photodissociation and Reactive Scattering.

(Gabriel G. Balint-Kurti)
SROFEBEFHEC L DBRFTCOZINVF—LGFDFT A F

IVIA (FlE EF)
HER - 7T AER L BHE ' (R FEth)
BHEHRTDI FAY —EEORE RSB L) ZLOEKLE
z5 G =)

Photodissociation dynamics of free radicals.
(Dan Neumark)

Photodissociating small polyatomic molecules in their highly

excited states. (LA )
FFO7 = & PEISE L IREIAARRR, [LERE

(O ER)
A new time-dependent approach to the radiationless transition
rate of polyatomic systems. (hnig =)
EERE CTORF - 5 FORERE (RE 7ERE)
Prediction of Protein Tertiary Structures by New Monte Carlo
Algorithms. (A& #H=E)

Spectroscopy of Transient Organic Radicals and Transition States.

(W. C. Lineberger)
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