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Gl B/ s (E2025)

s H : About theories and methods in computational chemistry

##1E# . Dr. Michel Dupuis (Pacific Northwest National Laboratory)

R :

In this presentation, we will show theories and methods in computational chemistry, and discuss ab initio
and classical dynamics studies of proton transfer in complex molecular environments for fuel cell

applications in varied regimes of temperature and hydration levels.
134 g AEmB IS —

HEF: 201089 H8H (/K) 15:00~16:30
AT BEB301E (REB KT HILEBF v /3A)
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a#E H . Molecular Mechanisms and Spectroscopy in OLEDs
A Prof. N. Periasamy

(Department of Chemical Sciences, Tata Institute of Fundamental Research, Mumbai, INDIA)
R :
The molecular mechanisms and spectroscopy in Electroluminescence (EL) in solid state Organic light
emitting devices (OLED) have many features that are common with Electrochemiluminscence (ECL) in
solutions studied in the sixties. In the former, the molecules are static and electrons and holes are mobile
whereas in the latter, molecules are mobile and electrons and holes are static. In spite of the simplicity of
underlying mechanisms, our studies on electroluminescence and spectroscopic studies have shown certain

unusual features which will be described.

B Ak v I — CER224E )
AERR: M R
HE&V\??—_\?:

BT =~ BROBRBFLERE R FLOMGK (FEB101)
W1E ERk23E2 A TH (H)12:50-14:10 IR0 BRB LB
ol ERk23ME2HTH (H)14:35-16:05 &, HH8, FHEHK
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F11E FERR234E3H9H (k) 9:00-10:30 H AR R MEH RS2 L 0B GEl
H12[8] ER23E3 A9 H (K) 10:40-12:10
T a— )V B SR B %6 & Carrier PathdD {4 Z-5<Y)

FE135[m B e I)—

HEf: 20114£3H7H (H)15:45~17:45
WP BRFEBL01IER A E KR WA BT /7 3R)
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BH BP0 FRHLEIEIC LD BUEG A

AERf: EE R Sk (BEBYEEVIETT T xr—)

ML

KT AL —, (HF)Z 7 AZ—ITHZ, He2, Ne2, Ar2, S22 My BE M A I F 5L CVD R, /1
o IKFERE G, AT KBRS, AF L EAER R ST OWT, RIS BB TR A
FHEL, FEEBIHUUR AR5, £z, B 1-FHEIEIZR 9 Deounterpoise TNEASCBIZ i Y (24 13570
EREHIC IR 2,

i 136EI R A mA eI —
AERE:  20114E3H 18H (&) 10:00~11:30
St BREEIE002%E (AR KT HUAEF v/ A)
FEJEEHE ¢ Innovation and the University
lEE . Prof. E. Ann Nalley

2006 President, American Chemical Society

Department of Physical Sciences, Cameron University, Lawton, OK 73505 USA
MR :
Today, personal innovation is more important than ever. Organizations are desperate for creative people
who see things differently, who can quickly size up problems and develop creative solutions to them. Or for
those who start new businesses then they have to have ideas are critical to their survival and growth.
Universities play a key role in supporting innovation as they train future scientists and engineers and they
help to recruit the best and brightest into science. Through the years | have had the opportunity to help start
7 new businesses and to work in other businesses with individuals who were highly successful
entrepreneurs. Entrepreneurship is often difficult and tricky and many new ventures fail. This presentation
will illustrate the role that universities can play in helping to support economic development in their
community by assisting in the development of new businesses’ in the community and will also discuss the
steps we need to take to recruit the best and brightest into the sciences. Many universities have established
Centers for Entrepreneurial Studies that take an active role in both training their students in entrepreneurial
studies and in supporting new business development and many universities have taken on entrepreneurism
as a part of their mission. Cameron University has established a Center for Emerging Technologies and
Entrepreneurial Studies (CETES). The operations of this center will be discussed and compared with

similar centers across the nation.

F13TEIE A mB eI —

HEF: 201149 12H (H) 10:30~12:00.

S BRD b (B202%) (AR KT HUKEF YL/ A).

A A

Research in a National Laboratory in the USA: Multidisciplinary Approach to Energy Research
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#ti#7 . Dr. Michel Dupuis (Pacific Northwest National Laboratory)

R :

In this presentation we will illustrate many facets of computational and experimental research to address
fundamental molecular research in new energy transformations. Examples will draw from photocatalysis,
proton membrane transport, and homogeneous catalysis to illustrate the role of a variety of theories and

methods to get at fundamental issues.
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