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September 27 (Tuesday)

13:20 H. Inokuchi Opening Address

T. Fueno Opening Address
13:30 T. Fueno Potential Energy Profile fof the Reaction of NH with NO
14:00 K. Tanaka A Novel Method of Incorporating Quadruple Correction in the

Scheme of Multireference Single and Double Excitation Configura-
tion Interaction

14:30 R. I. Buenker Comparison of the Results of Perturbative MRD-CI Calculations
with Full CI Benchmark Data

15:30 Coffee Break

16:00 Y. Osamura Molecular Structure and Potential Energy Surfaces of n-Conjugated
Compounds in the Excited States

16:30 I. Ohmine Energy Relaxation Processes in Liquid

17:00 S. R. Langhoff  Theoretical Studies of the Spectroscopy of Diatomic Molecules

18:30 Reception at the Faculty Club

September 28 (Wednesday)
9:00 M. Tsukada Electron Attachment Processes of Molecular Clusters
9:30 . K. Yamashita A Theoretical Study of Transition State Spectroscopy: Laser
Dressed Potential Energy Surface and Surface Hopping Trajectory
Calculations on K+NaCl and Na+KCl
10:00 A. Tachibana Density Functional Theory for Excited States
& R. G. Parr
10:30 D. R. Yarkony Electronic Structure Aspects of Spin-Forbidden and Electronically
Nonadiabatic Processes: Methods and Applications
11:30 Lunch Break
13:00 Poster Session
(Poster papers are listed at the end of the program)
14:30 H. Nakamura Dynamics of Superexcited States of Molecules
15:00 K. Sakimoto Effects of Electric Fields on Molecular Rydberg States
15:30 Coffee Break



16:00
16:30
17:00

I. Shimamura
K. Takatsuka
R. Schinke

Rydberg Series of Doubly Excited Resonance States of H,
Quantization of Vibrationally Excited States
Photodissociation of Polyatomic Molecules: A Probe of Nuclear

Dynamics in Excited Electronic State

September 29 (Thursday)

9:00

9:30

10:00

10:30

11:30

13:00

13:30

14:00
14:30

15:30

16:00

H. Nakatsuji

S. Iwata

H. Kashiwagi

& S. Yamamoto

J. P. Malrieu
Lunch Break
Y. Fujimura

S. Yabushita

Coffee Break
M. Shapiro

S. Kato

K. Morokuma

Exponentially Generated Wave Functions
Some Numerical Techniques in Quantum Chemistry

CASSCF Study on Active Sites of Hemoproteins

Nearly-Diabatic Representations of Excited States and their Use for

Interpretation of Photochemical Processes

Dynamics in Strong Laser Field
Unitary Group Spin-Orbit CI Method and its Applications to Some

Photodissociation Reactions

Photodissociation and Reactions with Coherent Ildight:v S)"mmetry
Breaking and Optical Induction of Chirality ' »
Potential Energy Surfaces and Dynamics of Photochemical
Processes ' . o -

Closing Remarks



POSTER PRESENTATION

September 28 (Wednesday) 13:00 — 14:30 Room 201
T. Shoda, T. Noro, Y. Yamamoto and K. Ohno
The Electronic Structure of Molecules with Conjugated Carbon ~ Carbon Double Bonds
N. Nambu and S. Iwata
Photodissociation of HOCI and HOF
O. Kitao and H. Nakatsuji
On the Excited States of Conjugated Molecules
K. Onda and M. Iwai
Transitions between Highly Excited Vibrational States by Atom or Ion Impacts
F. Hirota
Excited States of Chlorophyll Dimer
S. Takeuchi and A. Imamura
Ab-initio Study of Circular Dichroism of Co (en)3*
H. Takagi
Angular Motion in Dynamical Processes Relevant to Super Excited States
M. Tsuda and S. Oikawa
Chemical Reactions of the Excited SiH; Molecule — Mechanism of Formation of the
Radiative Species Observed in SiH, Plasma
H. Konishi and C. Fujikawa
The Excited States of Ions in Mass Spectrometry
S. Sakai
Theoretical Studies on Al, (CO)vm Compounds
N. Honjou, G. F. Adams and D. R. Yarkony
State-Averaged MCSCF/CI Study on the Electronic Structure of the X, A, and B States of
CaCl
O. Nomura, T. Hirano, A. Murakami aqd N. Nakagawa
The Ground State of HC,N. A Possibility of the Triangular 'A’ State
S. Ikuta
The Energy of Formation of HCL,™
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2. 7954
December 1 (Thursday)
Chairman: I. Hanazaki
13:30 H. Inokuchi Welcome Address
K. Harada Opening Remarks
13:40  J. R. Cronin The Meteoritic Record of Amino Acid Formation in the Early Solar

System

Chairman: N. Nakagawa
14:40 A. Shimoyama  Organic Compounds in Antarctic Carbonaceous Chondrites
15:20 Photograph (Entrance)
Coffee Break (Room 201)

Chairman: A. Shimoyama
15:50 S. Saito New Interstellar Carbon-Chain Molecules as an Initial Step in

Chemical Evolution

16:20 T. Yamamoto On the Relation of Carbon and Nitrogen Contents in Carbonaceous
Chondrites
16:50 T. Murae High-Molecular Carbonaceous Compounds in Carbonaceous Chon-
7 drites
17:30  Reception (2nd floor of the Faculty Club)
20:00

December 2 (Friday)

Chairman: R. Kuroda
9:00 G. E. Tranter Biomolecular handedness and Parity Violation
10:00 O. Kikuchi Calculation of Parity-Violating Energy Difference between Mirror

Image Molecules with Minimal Bases Sets

10:30 Coffee Break

Chairman: F. Toda

10:45 L. Barron Fundamental Symmetry Aspects of Chirality and Absolute Asym-



metric Synthesis
11:45 Visiting “Daijuji-Temple” & Taking Lunch
14:20

Chairman: I. Hanazaki
14:45 W. Thiemann Of Investigation on Origin and Evolution of Molecular Chirality
15:45 M. Akaboshi Experimental Approach to the Origin and Amplification of Chirality

in Biomolecules

Chairman: N. Handa
16:25 A. Yamagishi Chirality Recognition by a Clay Surface Modified by Optically
Active Metal Chelates

16:55 H. Sawai Prebiotic Synthesis of Oligonucleotides

December 3 (Saturday)
9:20 A. W, Schwartz Current Thinking on Chemical Evolution and the Origin of Life
10:20 K. Kobayashi Abiotic Synthesis of Amino Acids by Proton Irradiation of
Simulated Planetary Atmospheres
10:50 Coffee Break

Chairman: N. Nishi

11:10 K. Harada Aqueous Organic Reactions Induced by Plasma
11:45 M. Ito, Synthesis of Polypeptides under Simulated Primitive Earth Condi-
N. Handa tions: Function of Polypeptides Synthesized during Repeated

& H. Yanagawa Hydration-Dehydration Cycles
12:15 K. Harada Concluding Remarks
12:30 Closing
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December 20 (Tuesday)

Chairman: S. Tsuchiya

1:00 H. Inokuchi - Welcome Address
H. Jinno Opening Remarks (20)
J. Wolfrum Effects of Translational and Vibrational Excitation on Reaction
Rates (60)
S. Koda Some Problems in Atomic Oxygen Reactions and Flame Chemistry
(30)
2:50 Photograph (Entrance)

Coffee Break (Lounge)

Chairman: I. Koyano

3:30 D. Gutman Chemical Branching in Oxidative Reactions of Polyatomic Free
Radicals (60)
N. Washida Oxidation of Acetyl Radicals (20)
S. Sato Tunnel Effect in Chemical Reactions (30)
5:20
6:00 Reception (2nd floor of the Faculty Club)

December 21 (Wednesday)
Chairman: K. Morokuma
9:00 L. B. Harding Computational Combustion Chemistry: Potential Energy Surfaces
and Reaction Dynamics (60)

H. Nakamura Potential Energy Surface Topography and Atom-diatom Chemical

Reactions (30)
T. Fueno Mechanism of the Reaction of NH with O, (30)
G. Inoue ' Laser-induced Fluorescence Studies of Oxygen-containing Hydro-
carbon Radicals (20)
11:20 Lunch - (Dining Room of the Faculty Club, lunch ticket requested)



12:30

2:30

3:00

4:30

6:00

Th. Just

H. Miyama
M. Koshi

N. Fujii
Coffee Break

C. K. Westbrook

K. Hayashi

S. Fukutani

F. Yoshihara

T. Sano

N. Yoshikawa

Dinner

Chairman: T. Tsuboi
Elementary Reactions at High Temperatures — Pyrolysis and Oxida-
tion of Aromatic and Linear Compounds— (60)
Decomposition of CO, and Recombination of CO and O (20)
On the Oxidation Reactions of C,H, (20)
Investigation of Elementary Reactions in H,-O, Systems  (20)

(Lounge)

Chairman: H. Matsui
Recent Progress in Mechanism of Hydrocarbon Combustion
Reactions (60)

Sensitivity Analysis in Combustion Chemistry (30)

Chairman: S. Koda

Combustion Reactions in Hydrogen-air Diffusion Flames  (30)
Mechanism of Sooting (20)
Ignition of Premixed Gas over a Hot Plate (20)
Numerical Analysis of One-dimensional Detonation Structure
(20)

(A map to local restaurants will be provided)

December 22 (Thursday)

9:00

K. Kojima

T. Inomata

T. Mitani

Chairman: K. Hayashi

Examination of 2-stage Ignition Mechanism by Detailed Chemical

Kinetics (20)
Addition Effect of Halogenated Compounds on Ignition of Hydro-
carbons : (20)
Mechanism of Heterogeneous Flame Suppressants (20)



10:00

12:10
12:20

R. K. Hanson
Y. Deguchi
C. Yamada
K. Sugawara
H. Miyama
Closing

Chairman: N. Nishi

Planar Imaging

Laser Spectroscopy of Soot Formation

Vibration-rotation and Rotation Spectra of Free Radicals
Diode Laser Kinetic Study of Radical Reactions

Concluding Remarks

(60)
(20)
(30)
(20)
(10)
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March 16 (Thursday)

9:10

10:05

11:10

13:20

14:10

15:30

16:20

Chairman: K. Yoshihara
H. Inokuchi Welcome Address
(Director General of IMS)

I. Powis High-Resolution Studies of Velocity-Selected Photofragments
(Univ. of Nottingham) (50)
H. Kato Perturbation and the Effect on Transition Intensity and Line Shape
(Kobe Univ.) (50)
J. Pfab Photodissociation Dynamics of Jet-Cooled Molecules (50)

(Heriot-Watt Univ.)

Chairman: D.Phillips
R. J. Donovan  Highly Excited States and Muliphoton Processes (50)
(Univ. of Edinburgh)
K. Obi Spectroscopy and Excited-State Dynamics of Free Radicals (50)
(Tokyo Inst. of Tech.)
M. Ito Two-color Double Resonance Laser Spectroscopy (50)
(Tohoku Univ.)
K. Yoshihara . The Role of Hot Molecules in UV Single-Photon and Multiphoton
(IMS) Chemistry (50)

March 17 (Friday)

9:00

10:10

Chairman: M. Ito

I. Hanazaki Dynamics of Weakly-Bound Complexes in Supersonic Jets (50)
(IMS)
D. Phillips Spectroscopy of Jet-Cooled Solvated Molecules (50)

(Royal Inst.)



11:00 O. Kajimoto Effects of Microscopic Solvation on Formation of Charge Transfer
(Univ. of Tokyo) State (50)

11:50 Excursion to “Hamana Lake” & “Hamamatsu Photonics Co.”

March 18 (Saturday)

Chairman: R. J. Donovan

9:00 A. J. Stace Dynamics of Molecular Clusters (50)
(Univ. of Sussex)

9:50 N. Nishi Intra-Cluster Ion-Molecule Reactions Induced by REMPI of
(IMS) Molecular Clusters (50)

11:00 N. Mataga Photoinduced Electron Transfer and Dynamics of Transient Ion Pair
(Osaka Univ.) State (50)

11:50 General Discussion and Suggestions for Future Collaborations (50)
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Device for Simultaneous Measurements of Raman & Absorption Spectra
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