2009 NESG Wiki Workshop
July 18th - 20th
Ramada Inn, Amherst, NY

Saturday - July 18

Afternoon: 

Arrival at Ramada Inn
6:00 pm - 8:00 pm 
Dinner for PIs at restaurant of Ramada Inn

Sunday - July 19

10:00 – 10:20 am 
Welcome, vision of Wiki project, Workshop agenda – Thomas Szyperski
10:20  10:35 am 
Current implementation of WIKI software – Alexander Eletsky
10:35 10:50 am 
Survey: Current and proposed Wiki outline – Jeff Mills
10:50 – 11:20 am
Discussion on vision of Wiki project / NESG NMR package – Thomas Szyperski
11:20 – 11:30 pm
Coffee Break
11:30 - 2:00 pm
Session I: NMR Samples and Data Acquisition - Thomas Szyperski
11:30 – 11:45 am
John Everett - Target selection and construct optimization
11:45 – 12:00 pm
Theresa Ramelot – TBA
12:00 – 12:15 pm
Gregory Kornhaber – Community outreach targets nomination process
12:15 – 12:30 pm
Jeffrey Mills – “Routine” NMR experiments
12:15 – 12:45 pm
Alexander Eletsky – Experiments for histidine isoprotomers and Leu/Val isopropyl groups
12:45 pm – 1:15 pm
Lunch Break
1:15 pm – 2:00 pm
Discussion & task assignments
2:00 - 4:30 pm
Session II: NMR Data Acquisition and Processing – Alexander Eletsky
2:00 – 2:15 pm
John Cort – X-filtered experiments and double X-filtered experiments for protein-ligand complexes
2:15 – 2:30 pm
Arindam Ghosh – GFT projection NMR
2:30 – 2:45 pm
Yibing Wu – Clean absorption mode NMR
2:45 – 3:00 pm 
Christophe Fares  Effortless implementation of NUS to any 3D experiment on Bruker and Varian
3:00 – 3:15 pm
Aleksandras Gutmanas – MDD reconstruction of NUS data
3:15 – 3:30 pm
Coffee Break
3:30 – 4:15 pm
Discussion & task assignments
4:15 - 6:00 pm
Session III: Resonance Assignment - Alexander Eletsky
4:15 – 4:30 pm
Bin Wu Automated resonance assignment software overview
4:30 – 4:45 pm
Alexander Lemak  Resonance assignment with ABACUS/FAWN: input preparation and analysis of results
4:45 – 5:00 pm
Ryan Doherty – ABACUS/FMCgui

5:00 – 5:15 pm
Sarata Sahu – PINE-NMR
5:15 – 5:30 pm
Bharathwaj Sathyamoorthy – RDC-related contributions for the WIKI

5:30 – 6:00 pm
Discussion & task assignments

6:00 pm
Announcements
6:30 - 9:00 pm
Dinner at Pearl Street Bar & Grill


Monday - July 20

9:00  11:00 am
Session IV: Structure Calculation – Jeffrey Mills
9:00 – 9:20 am
Alexander Eletsky – Structure calculation with CYANA
9:20 – 9:40 am
James Aramini – Autostructure and RPF
9:40 – 10:00 am
Yang Shen  Use of TALOS+ and CS-ROSETTA for protein structure determination
10:00 – 10:20 am
Paolo Rossi – Structure calculation of homo-dimeric proteins
10:20 – 10:40 am
Sai Tong – HarvestDB, recent advancements in NMR structure depositions
10:40 – 11:00 am
Sriram Sankaran – NMR 2.0: survey and options to integrate in the WIKI
11:00 – 11.30 am
Coffee Break
11:30 - 3:00 pm
Session V: Structure Calculation & Validation - Guy Montelione
11:30 – 11:45 am
Theresa Ramelot  – Structure refinement with CNS/XPLOR
11:45 – 12:00 pm
John Cort – Xplor Refinement with bound small organic molecule ligands
12:00 – 12:15 pm
Gaohua Liu – Structure refinement with bound metal ions
12:15 – 12:30 pm
Homayoun Valafar – Structure refinement and validation with RDCs
12:30 – 12:45 pm
Jeremy Block - MolProbity:  Tools To Make Your Structure Better!
12:45 – 1:00 pm
Binchen Mao – PSVS
1:00 – 1:30 pm
Lunch Break
1:30 – 3:00 pm
Discussion & task assignments (for Sessions IV and V)
3:00 – 4:00 pm
Discussion: contents of NESG NMR package – Guy Montelione
4:00  5:00 pm 
Survey: task assignments, planning ahead and timeline  Thomas Szyperski
5:00 – 5:30 pm
Discussion: terms for dissemination of NESG NMR Package  Guy Montelione
5:30 pm
Departure

