SMASH 2010 Conference Program

The poster sessions, meals and breaks will be in the Exhibit Hall unless otherwise specified.
All sessions will be in the Holladay/Broadway/Weidler/Halsey Rooms of the Lloyd Center Ballroom.

Sunday September 26"

4:30 PM- 6:00 PM Registration

6:00 PM- 8:00 PM Dinner (Lloyd Center Ballroom)
8:00 PM-11:00 PM Mixer (Lloyd Center Ballroom)

Monday September 27"
7:30AM- 8:30AM Breakfast
8:45AM- 9:00AM Opening Remarks
9:00 AM- 10:30AM Latest and Greatest in NMR
Tim Spitzer, GlaxoSmithKline
2D NMR in the Gas Phase: Correlation and Diffusion
Experiments
Alexander Marchione, DuPont Central Research and
Development
Enhancing Small Molecular NMR and Molecular Imaging
using New Spin Physics
Warren S. Warren, Duke University
Denoising One-Dimensional NMR Solution-Phase Spectra
Howard Taylor, University of Southern California
10:30 AM- 11:00AM Break
11:00 AM-12:30PM Solids NMR
Ales Medek, Vertex
Advanced *°F SSNMR Techniques in Pharmaceutical and
Chemical Product Development
Mark Strohmeier, GlaxoSmithKline
NMR Crystallography
James Harper, Department of Chemistry, University of
Utah
Structure and Dynamics of N-terminal Sequences of
Dermorphin Neuropeptide in the Solid State-NMR
Spectroscopy Versus X-ray Crystallography
Marek Potrzebowski, Polish Academy of Sciences
Dynamic Nuclear Polarization at 263 GHz: Experimental
Methods and Applications
Shane Pawsey, Bruker BioSpin Corp.
12:30 PM- 2:30PM Lunch, Free Time & Vendor
Discussions
2:30 PM- 4:00PM Workshops (concurrent)
Residual Dipolar Couplings: From Sample Preparation to
Stereochemistry (Holladay Room)
Roberto Gil, Carnegie Mellon University
Burkhard Luy, Technische Universitat Minchen
So, You Want to Quantitate? (Broadway/Weidler/Halsey
Rooms)
Dave Lankin, University of Illinois-Chicago
Patrick Hays, DEA Special Testing and Research
Laboratory
4:30 PM- 6:00PM Poster session with CoSMoS
(Even numbered posters)
Gene Mazzola, University of Maryland
Laurie Galya, Incyte Corp.

6:30 PM- 9:00PM Dinner

After Dinner Speaker: Professor
Bill Fenical, University of California
Exploring The Deep Oceans, A Source
of Intriguing Small Molecules

9:00 PM- Mixer & Continuation of Poster

Discussion

Tuesday September 28"
7:30 AM- 8:30AM Breakfast
8:00 AM- 9:00AM Student/Industry Breakfast

Roundtable

9:00 AM-10:30AM Real-Time Reaction Monitoring

Mike Bernstein, AstraZeneca
Practical Applications of Compact High Resolution 60 MHz
Permanent Magnet NMR Systems for Reaction Monitoring
and Online Process Control
John Edwards, Process NMR Associates
Monitoring Organic Reactions: What can UF-NMR
Spectroscopy Offer
Encarnacion Fernandez Valle/Dolores Molero, Madrid
University
New Chemometric Methods for Alignment (icoshift),
Classification (ECVA) and Information Extraction of NMR
Data
Sgren Engelsen, Copenhagen University

10:30 AM-11:00AM Break
11:00 AM-12:30PM Graduate Students & Postdoctoral

Students Session

Xiaohong Li, University of Akron
New Applications of Filter Diagonalization Method to
Small Molecules
Hasan Celik, University of California, Irvine
Use of Multiple Homonuclear Decoupling for Small
Molecule Structural Elucidation
Ana Paula Espindola, University of Texas Southwestern
Medical Center
Versatile 1H-31P—-31P COSY 2D NMR Techniques for the
Characterization of Polyphosphorylated Small Molecules
Yan Sun, Johns Hopkins School of Medicine
Advanced 2D NMR Techniques for Fluoropolymer Model
Compounds
Xiaohong Li, University of Akron

12:30 PM- 2:30PM Lunch, Free Time & Vendor

Discussions

2:30 PM- 4:00PM Workshops (concurrent)

Setting Out on Your Own: Entrepreneurship in a Niche
Environment (Holladay Room)

Tim Peck, Protasis/MRM Corp.

NMR, It's Not Just For Structures: Determination of
Physicochemical Properties
(Broadway/Weidler/Halsey Rooms)

Manuel Perez, Pfizer

4:30 PM- 6:00PM Poster session with CoSMoS

(0dd numbered posters)
Gene Mazzola, University of Maryland
Laurie Galya, Incyte Corp.

5:30 PM- 7:00PM Wine and Cheese Party - At

the CortecNet Exhibitor Table

6:30 PM- 8:30PM Dinner & Best Poster Award
8:30 PM- Mixer & Continuation of Poster

Discussion

Wednesday September 29"

(Joint with CoSMoS)
7:30AM- 8:30AM Breakfast
8:30 AM- 10:30AM Forensics/Trace Analysis

Charlotte Corbett, US Dept. of Justice

Elaine Ricicki, Agilent
Trace Analysis of Seized Drugs using Ultra High
Performance Liquid Chromatography Tandem Mass
Spectrometry
Ira S. Lurie, Drug Enforcement Administration
An Investigation of Experimental Limits of Small Sample
Heteronuclear 2D NMR
Gary Martin, Merck
Trace Level Detection of Compounds Related to the
Chemical Weapons Convention by 'H-Detected >C NMR
Spectroscopy Executed with a Sensitivity-Enhanced,
Cryogenic Probehead
Terry J. Henderson, US Army, Edgewood Chemical
Biological Center
Forensic Drug Identification in Blood, Urine and
Unconventional Matrices such as Hair, Saliva, Liver,
Brain, Vitreous Humor
Ashraf Mozayani, Harris County Institute of Forensic
Sciences, Houston, Texas

10:30AM-11:00AM Break
11:00AM-12:30PM Workshop

(Broadway/Weidler/Halsey Rooms)
Bringing it All Together: Multi-Disciplinary Structure
Elucidation
David Russell, Agilent Technologies
Jonathan Josephs, Bristol Myers Squibb

12:30 PM- 2:30PM Lunch, Free Time & Vendor

Discussions

2:30PM- 4:30PM NMR and MS Imaging

Andreas Kaerner, Eli Lilly & Co
YingYing Huang, ThermoFisher
NMR Microscopy of Formulated Pharmaceutical Products
Andrew Phillips, AstraZeneca, UK
MS Imaging: Snapshots of Tissue Distribution
Stephen Castellino, GlaxoSmithKline
Imaging Mass Spectrometry: A New Tool for Small
Molecule Analysis
Michelle L. Reyzer, Vanderbilt University

4:30 PM- 4:45PM Closing Remarks



