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Thursday, October 20th

Welcome
8:50-9:00 Jim Chelikowsky (University of Texas)

Biological and Chemical Systems I
Alex Demkov (University of Texas), Chair
9:00-9:30 Peter Rossky (University of Texas)
Simulation of condensed phase quantum dynamics by exploiting quantum decoherence
9:30-10:00 David Beratan (Duke University)
Electron transfer within and between proteins
10:00-10:30  Break

Biological and Chemical Systems 11
Peter Rossky (University of Texas), Chair
10:30-11:00  Otto Sankey (Arizona State University)

Lessons from the simplest molecular wire system - alkane with gold contacts
11:00-11:30  Alex Stuchebrukhov (UC Davis)

Computational studies of coupled electron and proton transfer in proteins
11:30-Noon  Dima Makarov (University of Texas)

Translocation and unfolding of a protein pulled mechanically through a pore
Noon-1:30 Lunch

Biological and Chemical Systems II1
Dima Makarov (University of Texas), Chair
1:30-2:00 Abe Nitzan (Tel Aviv University)

Molecular junctions: Considerations of heat and light effects
2:00-2:30 Misha Galperin (Northwestern University)

Inelastic effects in molecular junctions: weak and strong interaction
2:30-3:00 Break

Oxides and Semiconductor Systems I
Marco Nardelli (NCSU), Chair
3:00-3:30 R. Ramesh (UC Berkeley)
Multifunctional Complex Oxide Heterostructures
3:30-4:00 Fred Walker (ORNL)
Surface and Interface Structures of Crystalline Oxides on Silicon (COS)
4:00-4:30 Charles Ahn (Yale University)
Chemical and electric field doping of complex oxides
4:30-5:00 Yong Liang (Freescale Semiconductor)
Atomic Process and Fermi Level Position at the Epitaxial SrTiOz-GaAs Interface




Friday, October 21st

Oxides and Semiconductor Systems 11

Rodney McKee, (ORNL), Chair

8:30-9:00

9:00-9:30

9:30-10:00

10:00-10:30

Jean-Pierre Locquet (IBM, Zurich)

Epitaxial and amorphous materials for the advanced gate stack

Nai Juan Wu (CAM, University of Houston)

Electric Pulse Induced Programmable Resistance Change in Oxide Films

Marco Buongiorno Nardelli (North Carolina State University)

First principles theory of metal-oxide interfaces: the Schottky-Mott theory revisited
Break

Industrial Computational Materials I

Jim Chelikowsky (University of Texas)

10:30-11:00

11:00 -11:30

11:30-Noon

Noon-1:30

Sadas Shankar (Intel)

Fundamental Material Interactions in Nanotechnology

Doug Allan (Corning)

Continuum photoelastic model for permanent laser-induced optical changes in silica
Cristina Thomas (3M)

Novel Nanosystems and Materials in the Safety, Security and Protection Industries
Lunch

Industrial Computational Materials 11

Yong Liang (Freescale Semiconductor), Chair

1:30-2:00

2:00-2:30

2:30-3:00

Gaddi Haase (Texas Instruments)

Reliability Issues in IC Interconnect Systems
Manish Jain (3M)

Non-Precious Metal Catalysts for PEM Fuel Cells
Break

Complex Systems in Condensed Matter: International Perspective

Jim Chelikowsky (University of Texas), Chair

3:00-3:30

3:30-4:00

4:00-4:30

Nadia Binggeli (Trieste)

Exploring new phases of segregated impurities at transition-metal surfaces
Jose L. Martins (Lisbon)

Micromagnetic Simulations

Leor Kronik (Weizmann)

Electronic structure of organic/inorganic interfaces



Saturday, October 22nd

CMOS Materials

Alex Demkov (University of Texas), Chair

9:00-9:30

9:30-10:00

10:00-10:30

John Robertson (Cambridge University)

Calculation of Band gaps and Defect levels in Functional oxides
Jose Ortega (University Autonoma, Madrid)

Van der Waals interactions in local-orbital DFT

Break

Materials Theory

G. Hwang (University of Texas), Chair

10:30-11:00

11:00-11:30

11:30-Noon

Noon-1:30

Steven G. Louie (UC Berkeley)

Many-electron Effects in the Photo-Excited State: Nanotubes to Self-Trapped Excitons
R. Wentzcovitch (University of Minnesota)

Col xFexS2: A Tunable Source of Highly Spin-Polarized Electrons

E. Kaxiras (Harvard University)

A new class of semiconducting nanotubes based on metal-cyanide complexes

Lunch

Numerical Methods for Materials

Jim Chelikowsky (University of Texas), Chair

1:30-2:00

2:00-2:30

2:30-3:00

2:30-3:00

Yousef Saad (University of Minnesota)

Diagonalization methods in PARSEC

Andreas Stathopoulos (William and Mary)

PRIMME: Preconditioned Iterative MultiMethod Eigensolver
Young Kwon (University of Massachusetts Lowell)

Absorption spectra and excitonic effects of nanostructured materials
Break

ITAMIT Postdoctoral Session

Yousef Saad (University of Minnesota), Chair

3:00-3:30

3:30-4:00

4:00-4:30

4:30-5:00

Murilo Tiago (University of Minnesota)

Optical excitations in nanosystems

Scott Beckman (University of Minnesota)

Investigating dislocations in semiconductors with Monte Carlo and ab initio methods
Gustavo Dalpian (University of Texas)

Electron-induced stabilization of ferromagnetism in GaGdN

Wenguang Zhu (Harvard)

Dopant assisted population enhancement of substitutional sites by Mn in Ge and Si



