Tentative Program 

Calibrating Simulations Conference
January 9-10, 2007

Monday January 8th
Arrival: Evening of January 8th, 2007 – Dinner plans pending

Tuesday Morning January 9th
7:30 
Breakfast and Registration 


Chicago Marriott at the Medical District



625 South Ashland Avenue at Harrison Street



Chicago, Illinois   60607



Phone (312) 491-1234

Calibrations in Computational Electronics

Note: All meetings and workshops will be held in the Department of Molecular Biophysics and Physiology, Rush University Medical Center, 1750 West Harrison Street, 12th Floor of the Jelke Building (2 blocks from the Hyatt Hotel)

 8:45 
Greetings


Dave Stepp, U.S. Army Research Office 



Bob Eisenberg, Rush University Medical Center & Argonne

 9:00
History 



Dave Ferry, Arizona State University
10:00
Coffee Break
Calibrations in Physics of Fluids

10:30
History


Doug Henderson, Brigham Young University 
11:00
Monte Carlo Simulations


Dezso Boda, Rush University Medical Center
11:30
Density Functional Theory


Roland Roth, Max Planck Institut fur Metallforschung
12:00  Goals and Organization of Meeting

           Dave Stepp, U.S. Army Research Office
Tentative Program (cont’d) 

Calibrating Simulations Conference

January 9-10, 2007

Tuesday Afternoon January 9th
12:30
Lunch Break


Sippy Conference Room – Room 500


Rush University Medical Center

Calibrations in Molecular Dynamics

2:00
History and Force Fields


Monte Pettitt, University of Houston

2:45
Electrostatics of Ions in Solutions and Proteins


Benoit Roux, University of Chicago
3:30
Electrostatics, a different way


Tony Maggs with collaborator Joerg Rottler


Laboratoire de Physico-Chime Theorique
4:15
Organization of Wednesday Subgroups
Bob Eisenberg
6:00
Reception and Dinner


Chicago Marriott or the Phoenix Restaurant in Chinatown
8:00 
After Dinner: 10-minute talks



Why Calibrate?


 Dave Ferry 


 Dave Stepp


 + Volunteers

Tentative Program (cont’d)

Calibrating Simulations Conference

January 9-10, 2007

Wednesday Morning January 9th
7:30 
Breakfast


Chicago Marriott at the Medical District



625 South Ashland Avenue at Harrison Street



Chicago, Illinois   60607



Phone (312) 491-1234


8:45-10:30  Workgroups
Note: All meetings and workshops will be held in the Department of Molecular Biophysics and Physiology, Rush University Medical Center, 1750 West Harrison Street, 12th Floor of the Jelke Building (2 blocks from the Hyatt Hotel)

Workgroup on Standards for Homogeneous Systems
Leader: Dezso Boda : Room 1297 Jelke Computer Lab
Possible questions:

Standards for computations of electrostatics?

Standards for computations of free energy

Workgroup on Standards for Inhomogeneous Systems
Leader:  Roland Roth: Room 1299 Jelke

Possible questions:

Standards for computations of electrostatics?

Standards for computations of free energy

Workgroup for Standards for Ion Channels
Leader: Benoit Roux:  Room 1201 Jelke (Seminar Room)
Possible questions:

Standards for equilibrium calculation (e.g., equilibrium potential)

Standards for nonequilibrium calculations (e.g., current/voltage curve)

10:30
Coffee Break
11:15
Reports from Workgroups, Discussion

Tentative Program (cont’d)

Calibrating Simulations Conference

January 9-10, 2007

Wednesday Afternoon January 10th:
12:30
Lunch Break


Sippy Conference Room – Room 500



Rush University Medical Center

2:00
Workgroup Write-ups
3:30
Coffee Break
4:00 
Next Steps and Goodbye by Dave Stepp.
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