INTERNATIONAL WORKSHOP ON “CLUSTERS – A BRIDGE

ACROSS DISCIPLINES
Jekyll Island, Georgia

December 16-20, 2006

Saturday December 16, 2006

 6:00 – 7:30 PM
Reception and Registration
Session I: Overview

Sunday, December 17, 2006
 8:00 -  8:15 AM
Introduction: Puru Jena, Virginia Commonwealth University, Richmond

 8:15 -  9:00 AM
A. Welford Castleman, Penn State University, University 




park 

“The Prospect of Designer Materials

Via Cluster Assembly: The Next Frontier in Nanoscale Science”

Session II: Cluster Reactions
Chair: A. W. Castleman

  9:00 - 9:30 AM
Peter B. Armentrout, Chemistry Department, University of Utah
“Thermochemistry and Reactivity of Transition Metal Clusters”

  9:30 - 10:00 AM
Krishnan Raghavachari, Department of Chemistry,



Indiana University




“ Electronic Structures, Photoelectron Spectra, and




Chemical Reactions of Metal Oxide Clusters”

10:00 - 10:30 AM
M. Ichihashi, Toyota Technological Institute, Japan




“Size-Specific Reactivity of Metal Clusters – Cross

Section Measurements and Identification of Chemisorbed Species”

10:30 - 11:00 AM
Coffee Break
Session III – Nano Catalysis
Chair: M. Jarrold

11:00 - 11:30 AM
David M. Rayner, Steacie Institute for Molecular 




Sciences, Ottawa, Ontario




“Towards Following the Dynamics of Metal Cluster Surface 



Chemistry”
11:30 - 12:00 PM
Scott Anderson, Department of Chemistry and Physics, University of Utah, Salt Lake City


“ Size-Selected Cluster Deposition and Single Electron Tunneling, Applied to Catalyst Issues”

12:00 - 12:30 PM 
Samy El-Shall, Department of Chemistry, Virginia


Commonwealth University, Richmond


“Structures of Molecular Cluster and Oligomer Ions, and Nanocatalysis on Size-and Shape-Selected Nanocrystals”

12:30 -   2:00 PM
Lunch

Session IV – Clusters With Novel Chemistry
Chair: M. Kappes
  2:00 -   2:30 PM 
Kit Bowen, Department of Chemisry, Johns Hopkins University, Baltimore


“Aluminum Hydrides, Nucleotides, and Zintl Anions”

  2:30 -  3:00 PM 
Kiran Boggavarapu, Department of Physics, Virginia Commonwealth University, Richmond

“Magic Clusters Made Easy”
 3:00 -  3:30 PM 
Alexander Boldyrev, Department of Chemistry and

Biochemistry, Utah State University, Logan

“Structure and Bonding in All-Boron Clusters – Potential New Ligands and Building Blocks in Chemistry”

 3:30 -  4:00 PM
Coffee
Session V – Cluster Compounds
Chair: J. Jellinek
 4:00 -  4:30 PM 
Michael A. Duncan, Department of Chemistry, University of Georgia, Athens


“Photodissociation, Photoionization and Isolation of Metal Compound Nanoclusters”

 4:30 -  5:00 PM
Pekka Pyykkő, Department of Chemistry, University of Helsinki, Helsinki


“ Predicted New Cluster Compounds”

  5:00 -  5:30 PM
Atsushi Nakajima, Department of Chemistry, Keio University and Japan Science and Technology Agency, Yokohama


“Photoelectron Spectroscopy of Large Molecular Cluster Anions”
Monday, December 18, 2006

Session VI– Carbon-Based Clusters

Chair: K. Raghavachari

   8:00 -  8:30 AM
Bob Compton, Department of Physics and Chemistry, University 



of Tennessee, Knoxville


“Laser Induced Cluster and Crystal Formation”

  8:30 -  9:00 AM 
Keith Bonin, Wake Forst University, Winston-Salem


“Optical Polarizability of Free and Polymeric C​60​”

  9:00 -  9:30 AM
Arne Rosén, Physics Department, Gőteborg University, Gőteborg


”Size Dependent Thermal Properties of Free and Supported Metal Clusters”

  9:30 - 10:00 AM
Carter White, Chemistry Division, Naval Research Laboratory, Washington

“From Fullerenes, to Carbon Nanotubes, to Graphene Nanostrips”
10:00  - 10:30 AM 
Coffee Break
Session VII – Cluster Magnetism

Chair: S.D. Mahanti

 10:30 - 11:00 AM 
Walt de Heer, Physics Department, Georgia Institute of Technology, Atlanta


“Quantized Ferromagnetism in Free Cobalt and Iron Clusters”

 11:00 - 11:30 AM
Mark B. Knickelbein, Chemistry Division, Argonne National Laboratory, Argonne


“Uncovering New Magnetic Phenomena in Metal Clusters and Complexes”

 11:30 - 12:00 PM
Janice Musfeldt, Department of Chemistry, University of Tennessee, Knoxville

“Observation of Field-Dependent Magnetic Parameters in the Magnetic Molecule Ni4Mo12”

 12:00 - 12:30 PM
Q. Sun, INEST Research Program, Philip Morris, USA, Richmond


“Functionalized Core-Shell Structures for Biomedical Applications”
12 :30 - 2:00 PM
Lunch

Session VIII – Si-Based Clusters
Chair: C. Z. Wang

  2:00 -  2:30 PM 
Xiao Cheng Zeng, Department of Chemistry, University of Nebraska, Lincoln


“Motif Transition and Structural Evolution of Si and Ge Clusters”

  2:30 - 3:00 PM
Gerd Gantefőr, Department of Physics, University of Konstanz, Konstanz


“Oxidation and Reduction of Mass-Selected Au Clusters (Aun,n=2-10) Deposited on SiO2Si”

 3:00 - 3:30 PM
Stefan T. Bromley, Department de Quimica Física, Universitat de Barcelona, Barcelona



“Cluster-Based Architectures: Silica (SiO2) as an Exceptionally Versatile Nano Building Material”

  3:30 - 4:00 PM
Coffee Break
Session IX – Clusters and Hydrogen Storage

Chair: Q. Wang

 4:00 -  4:30 PM 
Julio Alonso, Department of Theoretical Physics, Universidad de Valladolid, Valladolid

“Structure and the Electronic Properties of Hydrogen Clusters, Free and Deposited on Graphitic Surfaces”

4:30 - 5:00 PM
Manfred M. Kappes, Institut fűr Physikalische Chemie, Universität Karlsruhe, Karlsruhe
“Novel Nanocarbon Materials made by Soft-Landing Deposition Size-Selected Carbon Clusters: Thermal Stability, Electronic Structure and Hydrogen Storage”

   5:00 - 5:30 PM 
Shengbai Zhang, National Renewable Energy Laboratory, 




Golden

“First-Principles Study of Nanostructured Materials for Room-Temperature Reversible Hydrogen Storage”

Tuesday, December 19, 2006
Session X – Clusters in Biology
Chair: D. Salahub
  8:00 - 8:30 AM
Risto Nieminen, COMP/Laboratory of Physics, Helsinki University of technology, HUT


“L-alanine in a droplet of water: first-principles molecular dynamics”

 8:30 - 9:00 AM
Vlasta Bonačić-Koutecký, Humboldt-Universität zu Berlin, Instutit für Chemie, Berlin


“Tailoring Functionality of Clusters and Their Complexes with Biomolecules by Size, Structures and Lasers”

  9:00 - 9:30 AM 
Michael Thorpe, Center for Biological Physics, Arizona State University , Tempe


“ Flexibility and Rigidity in Biomolecules”

 9:30 - 10:00 AM 
Philippe Dugourd, Laboratoire de Spectrométrie Ionique et Moléculaire, Université Lyon ! and CNRS, Villeurbanne


“Photofragmentaion of Metal Cluster-Biomolecule Complexes”

10:00 - 10:30 AM
Coffee Break
Session XI – Clusters in Aqueous Chemistry

Chair: K. Bowen

10:30 - 11:00 AM 
Ingolf Hertel, Max Born Institut for Nonlinear Optics and Short Pulse Spectroscopy, Berlin-Adlershof


“Energetics, Ultrafast Dynamics and H-transfer in Electronically Excited Microsolvates and Solvated Biomolecules”

11:00 - 11:30 AM
Dennis  Salahub, University of Calgary, Calgary


“ van der Waals Nano-Clusters: Progress with DFT and QM/MM”

11:30 - 12:00 PM
A. J. Stace, School of Chemistry, The University of Nottingham, University Park


“Understanding the Behaviour of Metal Dications from Clusters with Hydrogen Bonded Solvent Molecules”

12:00 - 12:30 PM 
Mark Johnson, Sterling Chemistry Laboratory, Yale University, New Haven


“Unraveling the Molecular-Level Complexity of Proton and Electron Accommodation in Water Through Cluster Spectroscopy”
12:30 -   2:00 PM
Lunch
Session XII – From Clusters to Quantum Dots
Chair: S. Zhang
2:00 -    2:30 PM
Julius Jellinek, Chemistry Division, Argonne Ntional Laboratory, Argonne


”Metallicity and Half-Metallicity at the Nanoscale”

2:30 -   3:00 PM
Matti Manninen, NanoScience Center, University of Jyväskylä, 


Jyväskylä


“Localization of Particles and Vortices in Quantum Dots and Cold Atom Clouds”

 3:00 - 3:30 PM
Constantine Yannouleas, School of Physics, Georgia Institute of


Technology, Atlanta


“Strongly Correlated Electrons in Quantum Dots and Repelling Bosons in Harmonic Traps”

 3:30 - 4:00 PM
Coffee Break

Session XIII– Clusters at Nano-Scale

Chair: B. Compton

 4:00 - 4:30 PM
Catherine Bréchignac, Laboratoire Aimé Cotton, CNRS, Orsay


“Clustering at Nanometer Scale”

 4:30 - 5:00 PM
Richard Palmer, Nanoscale Physics Research Laboratory, The University of Birmingham, Birmingham


“Exciting Atomic Architectures”
 5:00 – 5:30 PM
K.M. Ho, Department of Physics, Iowa State University, Ames


“Applications of Genetic Algorithm to Structural Optimizations in Clusters, Surfaces and Nanowires”

  7:30 PM 
Banquet : After Dinner Speaker – John Fenn
Wednesday, December 20
Session XIV – Dynamics in Clusters
Chair: M. Manninen
  8:00 - 8:30 AM
Hellmut Haberland, Department of Mathematics and Physics, University of Freiburg, Freiburg


“Melting and Boiling of Small Particles and Clusters, Thermodynamics on a Finite Scale”
  8:30 - 9:00 AM
Karl-Heinz Meiwes-Broer, Institute of Physics, University of Rostock, Rostock


“Ionization Dynamics of Clusters in Strong Laser Fields”
  9:00 - 9:30 AM
Martin Jarrold, Department of Chemistry, Northwestern University,  Evanston
 9:30 – 10:00 AM
Coffee Break
Session XV – From Clusters to Materials
Chair: A. Nakajima
10:00 – 10:30 AM
Anil Kandalam, Physics Department, Virginia Commonwealth University, Richmond


“Novel Geometries and Electronic Properties of Organometallic Complexes and their Applications”
10:30 - 11:00 AM 
Saroj Nayak, Department of Physics, Rensselaer Polytechnic Institute, Troy


“Electron and Spin Transport at Nanoscle from First Principles”

11:00 - 11:30 PM
Khang Hoang, Physics Department, Michigan State University, East Lansing

“Deep Defect States in PbTe: From Bulk to Films to Clusters”

11:30 - 12:00 PM
T. P. Das, Physics Department, State University of New York, Albany


“Hartree-Fock Cluster Procedure for Electronic Properties of Condensed Matter and Biological Systems”
