Workshop on
Chemical Informatics and Cyberinfrastructure Collaboratory (CICC)

Schedule

October 28, 2005

Courtyard by Marriott

310 S. College Avenue 

(SW corner of College and Third Streets)
Bloomington, IN 47404

Phone 812-335-8000

Thursday, October 27

6:00 PM 
Informal dinner at the Irish Lion, 212 W. Kirkwood (= 212 W. Fifth Street).  [Kirkwood or Fifth Street is the east-west street that bounds the courthouse on its southern edge.]  External Participants:  Keep your itemized receipts: needed for reimbursement!
Friday, October 28
Workshop at the Courtyard by Marriott, just past the intersection of Third Street and College Avenue.  College is a one-way street going south.
8:00 AM 
Continental Breakfast

9:00 AM Varsity Room

Welcome (Geoffrey C. Fox, IUB Informatics/Computer Science/Physics; Pervasive Technology Labs/Community Grids Laboratory)

9:05-10:30 AM: 
Presentations by Outside Advisors and Guests (10 minutes each) 
· Eli Lilly & Company (John Reynders, Horst Hemmerle)

· J&J Pharmaceutical Research & Development (Dimitris Agrafiotis)

· Digital Chemistry (John M. Barnard)

· Kalypsys (Andrew Martin)

· IBM Research (David Spellmeyer)
· School of Information Studies, University of Sheffield (Peter Willett)

· University of Southampton Department of Chemistry (Jeremy G. Frey)

· Unilever Centre for Molecular Informatics, Cambridge University (Peter Murray-Rust)

· Developmental Therapeutics Program, NCI/NIH (Daniel Zaharevitz)
10:30-10:45

Break

10:45 AM- 12:15 PM
Presentations by IU Main Participants (10-20 minutes each)


· Grid/Cyberinfrastructure Aspects (Dennis Gannon, IUB Computer Science)
· Computational Chemistry Aspects (Mu-Hyun Baik, IUB Chemistry/Informatics)

· Cheminformatics Aspects (David J. Wild, IUB Informatics)
· Reciprocal Net & the Common Instrument Middleware Architecture Projects (John C. Huffman, IUB Molecular Structure Center, Informatics Research Institute)
· Educational Aspects (Gary D. Wiggins, IUB Informatics)

· Management, Institutional, and Outreach Aspects (Geoffrey C. Fox)
12:15-1:00 PM

Lunch
1:00-3:15 PM

Panel Discussions (25 minutes each)

· Chemical Challenges (led by David Spellmeyer)
· Informatics Challenges (led by Peter Murray-Rust)
· Educational Challenges (led by Peter Willett)
· Computer Science Challenges (led by John Reynders)
· Management, Institutional, and Outreach Challenges (led by Geoffrey C. Fox) 
3:15-3:30
Break
3:30-4:15

Executive Session for External Participants Only

Charge: Suggest a formal structure that makes sense for this project, and indicate how you would like to continue your involvement.

3:30-4:15

Executive Session for Internal Participants Only

Charge: Form working groups and partnerships, and suggest the best ways for us to maintain steady progress toward the goals of the grant.

4:15-5:00 
Summary and Wrap-Up Session

How can we best incorporate Web services into our projects to most effectively reduce bottlenecks or barriers to research in chemistry/life sciences?

What macro changes are occurring in the field of chemical informatics/bioinformatics that are likely to affect our projects?

What are the boundaries of chemical informatics/bioinformatics?

How can we use the opportunity of the Exploratory Center grant to best position us in the competition for the full Cheminformatics Center grant?
What other doors of opportunity are opened to us now?  
What working groups would people like to be involved with?
7:00 PM 
Dinner
Tutto Bene Wine Café & More, 213 S. Rogers, two blocks west of the Courtyard by Marriott/Convention Center at the northeast corner of Third Street and Rogers Street.

Parking is just off Third Street before you get to Rogers.  It’s a short walk for those who want to leave their cars at the Courtyard. (Baik, Barnard, Dalkilic, Fox, Huffman, Murray-Rust, Wiggins, Wild, Willett, Wu, Zaharevitz)
Final: 10/26/05
