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About theories and methods in computational chemistry

Dr. Michel Dupuis (Pacific Northwest National Laboratory)

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. 
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Molecular Mechanisms and Spectroscopy in OLEDs

Prof. N. Periasamy 

(Department of Chemical Sciences, Tata Institute of Fundamental Research, Mumbai, INDIA) 

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. 
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(HF) He2, Ne2, Ar2 S22

counterpoise CBI

Innovation and the University

Prof. E. Ann Nalley 

 2006 President, American Chemical Society 

 Department of Physical Sciences, Cameron University, Lawton, OK 73505 USA 

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 I 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. 

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

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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The Best Student Presentation Award 3 Student Award 3

The 6th Nano Bio Info Chemistry Symposium

Hans-Ullrich Siehl (University of Ulm)

“Quantum Chemical Investigation Of Carbon-Carbon Spin-Spin Coupling Constants” 

Wolfram Sander (Ruhr-Universität)

“Characterization of High-Spin Polyradicals” 

Elsa Sanchez-Garcia (Max-Planck-Institut für Kohlenforschung)

“QM/MM Study of the Structural and Spectroscopic Properties of Monomeric Red Fluorescent Proteins” 

Curt Wentrup (The University of Queensland)

“Reactive and Unusual Molecules” 

AnnMarie C. O’Donoghue (University Science Laboratories)

“N-Heterocyclic Carbenes in Organocatalysis” 

The Best Student Presentation Award 3

Student Award The 6th Nano Bio Info Chemistry Symposium

The 7th Nano Bio Info Chemistry Symposium

Mark Haley

“America's Amazing Entrepreneurial Engine and Customizing this Model to Increase Jobs / Innovation in 
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Japan” 

Shin Yokoyama 

“Silicon Nanodevices and Their Bio Application” 

The Best Student Presentation Award 

Student Award The 7th Nano Bio Info Chemistry Symposium

The 8th Nano Bio Info Chemistry Symposium

Prof. Marek J. Wójcik Jagiellonian University, Poland

“Dynamic interactions in vibrational spectra and multidimensional proton tunneling in hydrogen-bonded 

systems” 

The Best Student Presentation Award 

The 8th Nano Bio Info Chemistry Symposium Student Award
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E-MAIL  wakateyousei@office.hiroshima-u.ac.jp 

TEL     082-424-4563 

URL http://www.hiroshima-u.ac.jp/wakateyousei/ 
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