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Please use the link below to access copies of the speaker presentations that have been submitted to date, as
well as conference agendas, poster abstracts, speaker information and sponsor and exhibitor websites.
Following the conference, we will send out this link via email containing any updated presentations and/or
late submissions.

Please note that the link will only remain active for 6 weeks after the meetings conclude.

Practical Applications of NMR in Industry Conference
Link: http://www.chiresource.com/NMR-03-26/login.asp
User Name: Your email address

Password: nmr153700 (please note: passwords are case sensitive)

We do our best to collect as many presentations as we are able, but due to proprietary and/or trademark
issues, some speakers may not be able to include their slides on our website. If you are looking for a specific
set of slides that is not on the site, please contact the speaker directly for more information.

If you have not received the updated link two weeks after the close of the meeting, please contact Pamela
Gerardi in Customer Service at pgerardi@healthtech.com.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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2015 Organizing Committee

Kristie M. Adams, The United States Pharmacopeial Convention
Molly Bohlen, Procter & Gamble

Adriana Carvalho de Souza, DSM Biotechnology Center

David Cistola, Univeristy of North Texas Health Science Center
Michael C. Davis, Bridgestone Americas Center for Research and Technology
Jim DeFelippis, The Dow Chemical Company

John Edwards, Process NMR Associates, LLC

Kathleen Farley, Pfizer, Inc.

Darén Freedberg, CBER, FDA

Gonzalo Hernandez, Vis Magnetica NMR Consulting

John Marino, NIST

Joe Ray, Baxter Healthcare Corporation

Torsten Schoenberger, Bundeskriminalamt

Kirsten Skogerson, Monsanto Corporation

Katherine Wu, Albemarle Corporation

Edward Zartler, Quantum Tessera Consulting
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7:30 am

8:30

Registration and Morning Coffee (La Jolla Ballroom Foyer)

Chairs’ Welcome (La Jolla Ballroom E-H)
G. Joseph Ray, Ph.D., Senior Research Scientist, Technology Resources, PCS, Baxter Healthcare
Edward R. Zartler, Ph.D., President & CSO, Quantum Tessera Consulting

SOLIDS/POLYMERS

8:35

8:45

9:15

9:45

10:15

Session Chairs’ Remarks
Jim DeFelippis, The Dow Chemical Company
Michael Davis, Bridgestone Americas Center for Research and Technology

Application of Codex to Pressure Sensitive Adhesives
Mark McCormick, Ph.D., Research Specialist, Corporate Research Analytical Laboratory, 3M

Solid-State NMR Study of the Effect of Crosslink Density on Morphology and Local Segmental Mobility in
Polyurethane Based Foams

Daniel Mowery, Ph.D., Research Scientist, Analytical Sciences, The Dow Chemical Company

NMR Analysis of Solution Polymers in Industrial R&D
Brian Antalek, Ph.D., Senior Research Scientist, Analytical Chemistry, Eastman Kodak

Coffee Break in the Exhibit Hall with Poster Viewing, Even Numbered Posters (La Jolla Ballroom A-D)

COMPLEX MIXTURES |

10:55

11:05

11:35

12:05 pm

Session Chair’s Remarks
Kathleen Farley, Pfizer, Inc.

nD NMR Spectroscopy of 13C-Methylated Humic Substances
Dusan Uhrin, Ph.D., Reader, Chemistry, University of Edinburgh

Solid-State NMR analysis of the Twin-Arginine Translocase
Torsten H. Walther, Ph.D., Young Investigator Group Leader, Institute of Organic Chemistry, Karlsruhe
Institute of Technology (KIT)

Configurational Analysis of Complex Marine Natural Products, an NMR-Based Computational Approach
Matthias Koeck, Ph.D., Senior Researcher, Ecological Chemistry, Alred-Wegener-Institut

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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BRUKER LUNCHEON CO-PRESENTATION Sponsored by:

12:35 NMR Fingerprinting for Phylogenetics
Jonathan Ferrier, Ph.D., University of Ottawa BRUKER

12:50 InsightMR
Brian Marquez, Ph.D., Principal Scientist, Bruker Corporation

1:20 Session Break

FOOD & AGRICULTURE

2:15 Session Chair’s Remarks
Gonzalo Hernandez, Vis Magnetica NMR Consulting

2:25 The Authenticity of Colombian Coffee
Julien Wist, Ph.D., Assistant Professor, Chemistry Department, Universidad del Valle

2:55 Effects of lons on Water Structure: A Low Field 1H T1 NMR Relaxometry Approach
Pellegrino Conte, Ph.D., Associate Professor, Dipartimento Scienze Agrarie e Forestali, Universita degli Studi
di Palermo

3:25 Applications of NMR Spectroscopy in Olive Oil Analysis

Emmanuel Hatzakis, Ph.D., NMR Director, Pennsylvania State University

3:55 Welcome Reception in the Exhibit Hall with Poster Viewing, Odd Numbered Posters (La Jolla Ballroom A-D)
5:10 Close of Day
Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400 4

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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9:00 am

10:10

Morning Coffee in the Exhibit Hall with Poster Viewing, Even Numbered Posters (La Jolla Ballroom A-D)

Chairs’ Welcome (La Jolla Ballroom E-H)
G. Joseph Ray, Ph.D., Senior Research Scientist, Technology Resources, PCS, Baxter Healthcare
Edward R. Zartler, Ph.D., President & CSO, Quantum Tessera Consulting

COMPLEX MIXTURES I

10:15 Session Chair’s Remarks
Adriana Carvalho de Souza, DSM Biotechnology Center
10:25 Quantitative Detection of Nucleic Acid Fragments in a Complex Matrix
Peter P. Lankhorst, DSM Biotechnology Center
10:55 Quantitative NMR of Polysaccharides in Complex Food Matrices
Ewoud J.J. van Velzen, Ph.D., Measurement Science, Unilever R&D Vlaardingen
11:25 LC/GPC-NMR of Complex Polymer Mixtures
Jian Wu, Ph.D., Research Scientist, Analytical Sciences, Core R&D, The Dow Chemical Company
11:55 ASPECT IMAGING LUNCHEON PRESENTATION Sponsored by:
NMR NO LIMITS € aspectimaging

Tali Cohen, Director, NMR Division, Aspect Imaging
Uri Rapoport, Founder, President & CEO, Aspect Imaging

12:40 pm Session Break

PETROCHEMICAL/REFINERY

1:35

1:45

2:15

2:45

Session Chair’s Remarks

Katherine Wu, Albermarle Corporation

Michael C. Davis, Bridgestone Americas Center for Research and
Technology

NMR Applications in Petrochemical Industry
Maziar Sardashti, Ph.D., Principal Scientist Lead, Analytical Sciences, Phillips 66

In situ NMR Reveals Water Can Dramatically Increase or Suppress Zeolite-Catalyzed Alkane C-H Bond
Activation
Jeffery White, Ph.D., Professor, Chemistry, Oklahoma State University

PLS Modeling of the Petroleum Cut 13C NMR Spectra to Predict a Complex Property of Base Oil
Marion Lacoue-Negre, Ph.D., Research Engineer, Products Characterization, IFP Energies Nouvelles

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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3:15 Refreshment Break in the Exhibit Hall with Poster Viewing, Odd Numbered Posters (La Jolla Ballroom A-D)
BENCHTOP (LOW RES)
3:55 Session Chair’s Remarks
John Edwards, Process NMR Associates, LLC
4:05 An Orthogonal Study of Applied NMR Spectroscopy for Process QA/QC of an Oligosaccharide-Based Food
Ingredient
Lee Madsen Il, Ph.D., Director, Research & Development, ISOThrive, LLC
4:35 Detection and quantification of adulterants in dietary supplements with a low-field bench-top 1H NMR
spectrometer
Myriam Malet-Martino, Ph.D., University Professor, Chemistry, Paul Sabatier University
5:05 The Power of Variable Field Spin-Relaxation
Robert G. Bryant, Ph.D., Commonwealth Professor, Emeritus, Chemistry, University of Virginia
5:35 Networking Reception in the Exhibit Hall with Poster Viewing, All Posters (La Jolla Ballroom A-D)
6:35 Close of Day

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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8:00am  Morning Coffee (La Jolla Ballroom Foyer)
8:30 Chairs’ Welcome (La Jolla Ballroom E-H)
G. Joseph Ray, Ph.D., Senior Research Scientist, Technology Resources, PCS, Baxter Healthcare

Edward R. Zartler, Ph.D., President & CSO, Quantum Tessera Consulting

UNIQUE APPLICATIONS

8:35 Session Chair’s Remarks
Molly Bohlen, Procter & Gamble

8:45 HCNMBC: A New Method for Identification of Nitrogen Heterocycles via Natural Abundance 13C-15N
Coupling
Steve Cheatham, Ph.D., NMR Spectroscopist, Analytical, DuPont Crop Protection

9:15 NMR Measurement of Molecular Dynamics to Characterize Material Structure and Transport Function:
Microrheology of Colloids and Phase Transitions in Polymers
Joseph Seymour, Ph.D., Professor, Chemical and Biological Engineering, Montana State University

9:45 Quantitative Studies of Fast Reactions with a Novel Thermostatted Micro-Reactor NMR Probe Head
Erik von Harbou, Ph.D., Assistant Professor, Laboratory of Engineering Thermodynamics, University of
Kaiserslautern

10:15 Coffee Break in the Exhibit Hall with Poster Viewing, Even Numbered Posters (La Jolla Ballroom A-D)

QNMR/QUANTITATION

10:50 Session Chairs’ Remarks

John Marino, NIST
Kristie M. Adams, The United States Pharmacopeial Convention

11:00 Model-Free Quantitative Component Analysis by Solid State NMR Using the Direct Exponential Curve
Resolution Algorithm
Dirk Stueber, Ph.D., Associate Principal Scientist, MRL, Merck

11:30 qNMR forever — reference material metrology at high pressures and high purities
Michael Maiwald, Ph.D., Head, Division, Process Analytical Technology, BAM Federal Institute for Materials
Research and Testing

12:00 pm Top of the Traceability Chain: NIST Primary Standard Reference Materials for gNMR
Katrice Lippa, Ph.D., Scientific Advisor, Chemical Sciences Division, NIST

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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12:30

1:15

Lunchtime Discussion Forum: ‘What will the future of NMR look like without Agilent/Varian?

After acquiring Varian Instruments only four years ago, Agilent’s sudden announcement to shut down its
NMR division in October of 2014 has left only two major commercial vendors of high-field NMR systems
worldwide: Bruker and JEOL. While much of the immediate discussion surrounding Agilent’s decision has
been justly focused on its impact on Varian/Agilent NMR customers, we feel that we should engage the
NMR community as a whole. Towards this goal, we will be holding a lunchtime forum, led by a panel

of experts from industry, academia and government, which will focus on the broader implications of
Agilent’s decision on the future of NMR research.

We are hoping for a lively and engaging discussion and aim to produce a short white paper that will be
posted on the PANIC website, representing a consensus summary of the opinions of PANIC 2015 attendees.

Session Break

CHEMOMETRICS

2:10 Session Chair’s Remarks
Kirsten Skogerson, Monsanto Corporation

2:20 NMR Metabolomics: Practical Issues and Common Problems
Robert Powers, Department of Chemistry, University of Nebraska, Lincoln

2:50 2D NMR-Based Metabolomics Uncovers Interactions between Conserved Biochemical Pathways in the
Model Organism Caenorhabditis elegans
Yevgeniy Izrayelit, Ph.D., Postdoctoral Fellow, Engineering, Brown University

3:20 Parameterization of 1-D and 2-D NMR Relaxation Measurements for Understanding Complex Multiphase
Mixtures
Charles Eads, Ph.D., Research Fellow, Corporate Functions Analytical, The Procter & Gamble Co.

3:50 Refreshment Break in the Exhibit Hall with Poster Viewing, Odd Numbered Posters & Last Chance for
Viewing (La Jolla Ballroom A-D)

NMR/REGULATORY

4:20 Session Chair’s Remarks
Daron Freedberg, CBER, FDA

4:30 Specificity of NMR Methods
Christina Szabo, Ph.D., Senior Research Scientist, R&D, Baxter Healthcare Corporation

5:00 Very High Similarity of the Three-Dimensional Structure of Recombinant Protein Therapeutics by NMR at
Natural Abundance
Yves Aubin, Ph.D., Research Scientist, Biologics and Genetic Directorate, Health Canada

5:30 Close of Day

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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8:00am  Morning Coffee (La Jolla Ballroom Foyer)
8:30 Chairs’ Welcome (La Jolla Ballroom E-H)
G. Joseph Ray, Ph.D., Senior Research Scientist, Technology Resources, PCS, Baxter Healthcare

Edward R. Zartler, Ph.D., President & CSO, Quantum Tessera Consulting

NMR IN HEALTH/DIAGNOSTICS

8:35 Session Chair’s Remarks
David Cistola, University of North Texas Health Science Center, Fort Worth

8:45 Simultaneous NMR Assessment of Inflammation Status and Cardiovascular and Diabetes Risk in a Real
World Clinical Laboratory Setting
James Otvos, Ph.D., Adjunct Professor of Molecular and Structural Biochemistry, North Carolina State
University; Adjunct Professor of Medicine, University of North Carolina, Chapel Hill; CSO, LipoScience, Inc.

9:15 Liposcale: A Novel Advanced Lipoprotein Test based on 2D Diffusion-Ordered 1H NMR Spectroscopy
Roger Mallol, Ph.D., CEO, Biosfer Teslab

9:45 Developing a First Trimester Diagnostic Tool and Therapy for Preeclampsia Using NMR
Jonathan Ferrier, Ph.D., Postdoctoral fellow, Chronic Disease Program, OHRI, The Ottawa Hospital

10:15 Networking Coffee Break (La Jolla Ballroom Foyer)

FORENSICS

10:45 Session Chair’s Remarks, Poster Awards Announced and Spectrum Contest Answer Revealed with Prizes
Awarded

Torsten Schoenberger, Bundeskriminalamt

10:55 Forensic Applications of NMR at Lawrence Livermore National Laboratory: Biomedical Forensic Analysis
andthe Organization for the Prohibition of Chemical Weapons
Brian Mayer, Ph.D., Research Chemist, Forensic Science Center, Lawrence Livermore National Laboratory

11:25 NMR at Customs: A New Weapon in the Fight Against Tax Evasion and Unknown Substances
Martin Berkheij, Ph.D., Scientist, Dutch Customs Laboratory

11:55 Fully Automated Quantitative NMR at DEA
Patrick Hays, Senior Research Chemist, DEA Special Testing and Research Laboratory

12:25 pm Closing Remarks
G. Joseph Ray, Ph.D., Senior Research Scientist, Technology Resources, PCS, Baxter Healthcare
Edward R. Zartler, Ph.D., President & CSO, Quantum Tessera Consulting

12:30 Close of PANIC 2015

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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Advanced Chemistry Development, Inc. (ACD/Labs) 12

8 King Street East, Suite 107

Toronto, ON M5C 1B5

Canada

416.368.3435 | www.acdlabs.com

Advanced Chemistry Development, Inc., (ACD/Labs) is a cheminformatics company that provides solutions in support of R&D.
Our software platforms unify analytical and chemical information in a collaborative environment; and provide tools that
enable scientists to extract, capture, and apply knowledge from analytical experiments and predicted molecular property
data.

Anasazi Instruments, Inc. 4

4101 Cashard Avenue, Suite 103

Indianapolis, IN 46203

317.783.4126 | www.aiinmr.com

The market leader in permanent magnet NMR instruments with >700 installations and the highest sensitivity and resolution of
any 60 or 90 MHz NMR instrument. The EFT spectrometer has the widest range of experiments for 1H, 13C, and multiple
nuclei (19F, 31P, 11B, 29Si and more) in a single instrument.

ASPECT IMAGING 189

27 Shaked St. Hevel Modi’in

Israel 73119

972.73.2239000 | www.aspectimaging.com

Aspect Imaging presents a new line of compact NMR and MRI, available for LAB and Advanced Industrial Applications. The
systems provide both fundamental and advanced NMR and MRI applications. All Aspect systems deliver consistent and high
performance and operate in a wide range of laboratory, industrial and on line settings. NMR NO LIMITS

Baxter International Inc.

One Baxter Parkway

Deerfield, IL 60015-4625

224.948.2000 | www.baxter.com

Baxter International Inc develops, manufactures and markets products that save and sustain the lives of people with
hemophilia, immune disorders, infectious diseases, kidney disease, andtrauma . As a global, diversified healthcare company,
Baxter applies a unique combination of expertise in medical devices, pharmaceuticals and biotechnology to create products
that advance patient care worldwide.

Bruker Corporation 8

19 Fortune Drive

Billerica, MA 01821

978.667.9580 | www.bruker.com

Bruker offers the world’s most comprehensive range of NMR research tools. With over 50 years of experience, Bruker remains
strongly committed to meeting its customers’ needs by continuing to revolutionize the design, manufacture and distribution
of life science, process control and analytical research tools based on magnetic resonance core technology.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400 10

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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Cambridge Isotope Laboratories, Inc.

3 Highwood Drive

Tewksbury, MA 01876

978.749.8000 | isotope.com

CIL is the world leader in the manufacture and separation of stable isotopes and stable isotope-labeled compounds for use in
traditional and biomolecular NMR. Our large inventory includes NMR solvents and reference standards, amino acids,
deuterated buffers, nucleotide-5'-triphosphates, cell growth media and reagents for labeling recombinant protein expressed
in E. coli, insect and mammalian cells.

Chenomx Inc. 11

10230 Jasper Avenue, Suite 4350

Edmonton, AB T5J 4P6

Canada

780.432.0033 | www.chenomx.com

Chenomx supports quantitative metabolite measurements with NMR. Chenomx patented Targeted Profiling turns complex
MR spectra into tables of metabolites and their concentrations. The quantitative approach to metabolomics facilitates the
discovery and testing of marker patterns for diagnostics, cell metabolism and gNMR applications. Chenomx offers both
software licensing and analysis services.

HTS-110 Ltd 10

69 Gracefield Road

Lower Hutt 5010

New Zealand

+64 4 570 2900 | www.hts-110.com

Only HTS-110 offers cryogen-free magnets for NMR using high temperature superconducting wire (HTS). Compact, powerful,
and mobile, HTS-NMR systems can be wheeled into your reaction facility for process monitoring. HTS magnet systems do not
require extensive facilities preparation or vibration isolation, and have no liquid helium and nitrogen servicing costs.

JEOL USA, Inc. 2

11 Dearborn Road

Peabody, MA 01960

978.535.5900 | www.jeolusa.com

JEOL is a leading global supplier of NMR spectrometers. All JEOL NMR instruments share the same high-performance, digital
architecture and are cyber-enabled. Our NMRs are a perfect fit for chemists in both walkup academic environments and
industrial laboratories. We supply instruments that are well-suited for both

liquid and solid-state analyses.

J S Research, Inc.

366 Manet Avenue

Quincy, MA 02169

617.786.0939 | www.jsresearch.com

J S Research, Inc. is a major NMR probe research, manufacture and service company. We make customized special probe, also
we provide high quality probe repairing, maintenance and modification for all kind of probes from all NMR companies. J S
Research, Inc. was established in 1995 near Boston, USA.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400 11

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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LEAP Technologies 15

PO Box 969

Carrboro, NC 27510

800.229.8814 / 919.929.8814 | www.leaptec.com

LEAP Technologies has been a leader in automation solutions for the analytical laboratory for 25 years. Now LEAP is on the
cutting edge of benchtop NMR technology, combining our renowned automation technologies with the fastest, most sensitive
compact NMR on the market, Magritek’s Spinsolve NMR Spectrometer.

Magritek 14

6440 Lusk Boulevard (D108)

San Diego, CA 92121

855.667.6835 | www.magritek.com

Magritek is a world leading company creating cryogen-free, compact Nuclear Magnetic Resonance (NMR) and Magnetic
Resonance Imaging (MRI) systems that work on the benchtop. Magritek solutions are affordable, versatile, high performance
and easy to use. Magritek’s innovative and accessible products are grouped into four categories; oil and gas solutions,
research tools, portable instruments and education systems.

Mestrelab Research, S.L. 5

Feliciano Barrera Fernandez 9B-BX

Santiago de Compostela 15706

Spain

+34881976775 | www.mestrelab.com

Mestrelab Research created Mnova: a multipage, multivendor and multiplatform analytical chemistry software suite designed
for combined NMR and MS reprocessing, analysis and reporting. Our mission is to deliver top quality software tools for the
scientific community and to continuously strive to push the state-of-the-art in Graphical User Interfaces, software integration,
software science and automation solutions.

The Metabolomics Society

843.762.8865 (Treasurer) | www.metabolomicssociety.org

The Metabolomics Society is the international association dedicated to promoting metabolomics, the comprehensive study of
small molecules in biological systems and how they respond to stimuli such as disease or genetic modification. It is an
independent, non-profit organization, founded in 2004. The Society currently has more than 700 members across 20
countries.

Nanalysis Corp. 19

Bay 4, 4500 5 Street NE

Calgary, AB T2E 7C3

Canada

855.667.3239 | www.nanalysis.com

Nanalysis develops and manufactures portable Nuclear Magnetic Resonance (NMR) spectrometers for the laboratory
instrumentation market. The company's first product, the NMReady 60 was launched in 2012 and was the first fully featured
portable NMR spectrometer in a single compact enclosure requiring no liquid helium or any other cryogens. Nanalysis
currently manufactures two instruments, the NMReady-60e and the NMReady-60Pro.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400 12

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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National Institute of Standards and Technology

100 Bureau Drive, Stop 1070

Gaithersburg, MD 20899-1070

301.975.NIST (6478) | www.nist.gov

Founded in 1901, NIST is a non-regulatory federal agency within the U.S. Department of Commerce. NIST's mission is to
promote U.S. innovation and industrial competitiveness by advancing measurement science, standards, and technology in
ways that enhance economic security and improve our quality of life.

New Era Enterprises, Inc. 17

P. O. Box 747

Vineland, NJ 08362-0747

1.800.821.4667 | www.newera-spectro.com

New Era is a privately owned company producing Precision NMR Sample Tubes for varied applications: standard sample tubes,
those functionally modified for air/moisture sensitive samples, capillary systems for limited sample, RDC measurements,
reactions, flow, TD bench top applications and more; EPR/ESR quartz tubes; sampling accessories-coaxial cells, washers, pipets
and more.

Oxford Instruments 6

300 Baker Avenue, Suite 150

Concord, MA 01742

978.369.9933 | www.oxford-instruments.com

Pulsar, Oxford Instruments’ benchtop NMR spectrometer provides easy to use, high resolution 1H and 19F NMR experiments
without the associated cost of superconducting magnets. 1D and 2D homonuclear experiments are available including
relaxometry, COSY and J-Resolved.

Quantum Design, Inc. 3

6325 Lusk Boulevard

San Diego, CA 92121

858.481.4400 | www.qdusa.com

Quantum Design manufactures Advanced Technology Liquefiers (ATL160, ATL80), Purifiers (ATP30) and a full line of Helium
Recovery Systems configurable for large or small laboratories. These systems recover and reuse helium normally lost through
normal use of cryogenic instruments. Suitable for labs with cryostats, NMR’s, MRI’s, and other cryogenic instruments.

Sigma-Aldrich 7

Industriestrasse 25

9470 Buchs, SG

Switzerland

+41 81 755 25 11 | www.sigma-aldrich.com

Sigma-Aldrich is a leading life science and high-technology company focused on enhancing health and safety of more than 1.4
million customers globally. The Applied business unit manufactures an increasing number of standards and certified reference
materials for the use in research and applied labs as well as in industrial markets.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400 13

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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Silantes GmbH 20
Gollierstrasse 70c
Munich, DE-80339
Germany
+49 89 500 941 0 | www.silantes.com
Silantes activities are focused on the production and marketing of compounds labelled with stable isotopes (SI: 2H, 13C, 15N)
used in NMR structural analysis and quantitative mass spectrometry.
NMR (Sl):
® growth media
® nucleotides
Proteomics (SI):
® amino acids
e kits for cell culture (SILAC);
e kits for in vivo-13C-lys-labelling of SILAC-model organism

Stelar s.r.l. 16

Via E. Fermi 4

27035 Mede, Pavia

Italy

+39 0384 820096 | www.stelar.it

Stelar specializes in unique Fast Field Cycling NMR relaxometers. These offer a versatile solution for the characterization of
many substances and complex mixtures in academic and industrial research (MRI contrast agents, proteins, polymers,
electrolytes, rocks and petroleum) as well as a novel method for quality checks or fingerprinting.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400 14
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10:15-10:55am
3:55-5:10pm

9:00-10:10am
3:15-3:55pm

5:35-6:35pm

10:15-10:50am
3:50-4:20pm

Monday

Coffee Break, Even Numbered Posters

Welcome Reception, Odd Numbered
Posters

Tuesday
Morning Coffee, Even Numbered Posters

Refreshment Break, Odd Numbered
Posters

Networking Reception, All Posters
Wednesday
Coffee Break, Even Numbered Posters

Refreshment Break, Odd Numbered Posters
& Last chance to drop off your entry for the
Spectrum Conterst

Booth #

Company
Advanced Chemistry Development (ACD/Labs)
Anasazi Instruments, Inc.

POSTERS

13 | 20

14 | 19

15 | 18

16 17

ASPECT IMAGING
Bruker Corporation
Chenomx Inc.

HTS-110 Ltd

JEOL USA, Inc.

LEAP Technologies
Magritek

Mestrelab Research, S.L.
Nanalysis Corp.

New Era Enterprises, Inc.
Oxford Instruments
Quantum Design, Inc.
Sigma-Aldrich

Silantes GmbH

Stelar s.r.l.

I |l

.| and |

A
ENTRANCE
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Presenting Monday through Wednesday

BAM Federal Institute for Materials Research and Testing

1 Klaus Rademann; Michael Maiwald; and Klas Meyer: High-Pressure gNMR Studies of Fluids and Gases
2 Clément Laurain; Klas Meyer; Andrea Paul; Dirk Engel; Gisela Guthausen; Matthias Kraume; Michael Maiwald; and

Nicolai Zientek: Automated Data Evaluation and Modeling of Simultaneous 19F-1H Medium Resolution NMR Spectra
for Online Reaction Monitoring

Bristol-Myers Squibb Company
3 Colleen Mcnaney; Yingzi Wang; Dieter Drexler; Mike Reily; and Stella Huang: Monitoring Stability of Reference
Standard Solution for Neurotransmitters by Q-NMR

Bruker UK Limited

4 Peter Gierth; Chris Stapleton; Andrew Kirkham; Julia Smith; Nicola Tonge; Nora Kouris; Brian L. Marquez; Andrew
Gibbs; and Anna Codina: Getting Ahead of the Game - NMR Solutions for the Complete Analysis of New Psychoactive
Substances

City College of New York
5 Ranajeet Ghose; Hsin Wang; and Benjamin Reed: Solution NMR Studies on Vaccinia Virus Topoisomerase 1B

Drug Enforcement Administration (DEA)
6 Patrick A. Hays and Charlotte A. Corbett: NMR Applications at the Drug Enforcement Administration

Embrapa Instrumentation
7 Amanda Becceneri; Marcia Cominetti; Luiz Colnago; and Roberta Manzano Maria: Metabolic Profile Analysis of Cancer
Cell by HR-MAS NMR

Genentech, Inc.
8 Nick Magarian; Kate Lee; Kunal Nagpal; Yung-Hsiang Kao; and Kenneth Skidmore: Use of a CPMG Method to Validate
Single-Use Equipment in the Purification Processes of Biological Therapeutics

Impact Analytical
9 Arthur Ferruzzi: Determination of Activated PEG Content in a Cellulosic Substrate by 1H NMR Assay

JEOL Resonance, Inc.

10 Junko Hosoe; Naoki Sugimoto; Yuko Yamada; Toru Miura; Masako Hayakawa; Hiroki Suzuki; Takao Katsuhara; Hiroaki
Nishimura; Yuichi Kikuchi; Tadatoshi Yamashita; Yukihiro Goda; and Takako Suematsu: Application of AQARI (Accurate
Quantitative NMR with Internal Substance) to the Reagents in the Crude Drug Section of the Japanese Pharmacopoeia

LGC

11 Michael Nelson; Adam LeGresley; and Fahmina Fardus: Calibration and Measurement Uncertainty in Quantitative
HSQC Experiments
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Louisiana State University

12 K. Wu; T. Ray; J. A. Surface; S. Jenkins-Bounds; and Larry Simeral: RECAMP with NMR

Massachusetts Institute of Technology
13 Tuo Wang; Mei Hong; Yong Bum Park; Daniel J. Cosgrove; and Paul White: Water—Polysaccharide Interactions in the
Primary Cell Wall of Arabidopsis thaliana from Spin Diffusion Solid-State NMR

Merck & Co., Inc.
14 Gary E. Martin; R. Thomas Williamson; and James H. Small: Structure Elucidation Strategies to Interrogate Low-Level
Oxidative Drug Metabolites Utilizing Pure Shift and Novel Scalar-Coupled Pulse Sequences

National Institute of Health Sciences, Japan
15 Kyoko Sato; Naoki Sugimoto; Atsuko Tada; Hiroshi Akiyama; and Takashi Ohtsuki: Absolute Quantification of
Analytical Standard for Food Additive by 1H Quantitative NMR

National Institute of Standards and Technology
16 Luke Arbogast; Robert Brinson; and John P. Marino: Application of NMR Spectral Fingerprinting for Structure
Assessment of Monoclonal Antibody Therapeutics

17 Chad Snyder; Dean Delongchamp; and Ryan Nieuwendaal: Details on Measuring Crystallinity in Poly(3-hexylthiophene)
from Solid-State NMR and DSC

Novo Nordisk A/S
18 Joan Malmstregm: Quantification of Silicone Oil and Its Degradation Products in Aqueous Pharmaceutical Formulations
by [1]JH-NMR Spectroscopy

19 Henrik Olsen and Joan Malmstrgm: Validation of Quantitative [1]JH-NMR Spectroscopy Methods Used for
Determination of the Main Compound or Trace Impurities

Pfizer, Inc.
20 Fiona Lin; Chenghua Deng; Peter Li; Vilo Pavliak; Nathan Lacher; Michael T. Jones; and Kelly Sackett: NMR as an
Analytical Tool in Identifying and Quantifying Conjugation in Glycoconjugate Vaccines

21 Raman Sharma: Assessing the Effects of Background Contaminants on the Interpretation and Quantitation of 1D and
2D NMR Spectra of Drug Metabolites Isolated from Biological Matrices

PPG Industries
22 J. Andrew Surface: Using 1D NMR to Obtain Equivalent 2D NMR Information in Less Time

Process NMR Associates, LLC

23 Gonzalo Hernandez; Paul J. Giammatteo; and John C. Edwards: Nutritional Supplement and Diesel Fuel Application
Development for Benchtop NMR Systems Operating at 42, 60, and 80 MHz — Equivalency with Supercon NMR
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Quantix Scientific, Inc.

24 Hongwen Chen; Colin Zhang; and Andrew Lewis: NMR-Based Analyses of Food, Beverage, Pharmaceutical, Agricultural
and Natural Health Products

Sanofi Pasteur

25 Estelle Martineau; Kamel El Khantache; Marion Pupier; Serge Akoka; Patrick Giraudeau; and Patricia Sepulcri:
Quantitative 2D NMR: A Tool for Large Molecules

Sigma-Aldrich Switzerland

26 Markus Obkircher; Christine Hellriegel; Juerg Wuethrich; Michael Weber; Jiewen Ying; and Alexander Rueck: Method
Development in Quantitative NMR Towards Metrologically Traceable Organic Certified Reference Materials Used as
[31]P gNMR Standards

Sigma-Aldrich Switzerland

27 Markus Obkircher; Christine Hellriegel; Juerg Wuethrich; Michael Weber; Jiewen Ying; and Alexander Rueck: High-
Performance Quantitative [1]JH-NMR (HP-gNMR®) Yields Organic Certified Reference Materials (CRM) with Traceability
and Low Measurement Uncertainty

Spanish Council for Scientific Research
28 Benami Pifia; Ignacio Alfonso; Roma Tauler; and Francesc Puig-Castellvi: 1H NMR-Based Chemometric Approach for
Evaluating the Metabolic Response of Saccharomyces cerevisiae to Changes in Growth Temperature

Spectral Service AG

29 Bernd W. K. Diehl and Yulia B. Monakhova: A 13C NMR Spectroscopic Method for the Determination of Botanical
Origin of Sugar

Stelar srl

30 Riccardo Gatti; Roberto Rolfi; Gianni Ferrante; Kaspar Althoefer; Jamie Barras; Georgia Kyriakidou; Zvonko Trontelj;
Samo Begus; Andreas Jakobsson; and Rebecca Steele: A NQR-Based Authentication System for the Non-Invasive and
Non-Destructive Authentication of Packaged Pharmaceutical Products Without the Need to Remove the Medicines
from Their Packaging or Shipping Box

Technische Universitat Kaiserslautern
31 Richard Behrens; Erik von Harbou; Andreas Seidel-Morgenstern; Hans Hasse; and Alexander Bracher: Multiple
Applications of a Micro-Mixer Based Online NMR Probe

University of Campinas

32 Lucas G. Martins; Nilsson Mathias; Gareth A. Morris; Claldio F. Tormena; and Maiara da Silva Santos: Evaluation of
Pure Shift [1]H NMR Experiments for Quantitative Analysis

University of Freiburg

33 Peter T. While; Jan G. Korvink; and Neil MacKinnon: TOOMIXED: A Selective TOCSY Protocol for Identification of
Mixture Components
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University of lllinois at Chicago

34 Buyong Ma; Dan McElheny; Sudhakar Parthasarathy; Fei Long; Minako Hoshi; Ruth Nussinov; Yoshitaka Ishii; and
Yiling Xiao: Af3(1-42) Fibril Structure Illluminates Cross-Propagation Barrier in Alzheimer’s

University of lowa

35 Carlos A. Peroza; Dale E. Wurster; S. V. Santhana Mariappan; and Fu Chen: Micellar Solubilization of Environmental
Organic Pollutants: Analytical and Structural Studies by NMR Spectroscopy

University of North Texas Health Science Center

36 Michelle Robinson; Stephen Atkinson; and David P. Cistola: Omega-3 Content of Nutritional Supplements as
Monitored by Benchtop Time-Domain NMR

University of Palermo

37 Salvatore Bubici; Rebecca Steele; Gianni Ferrante; Jean-Pierre Korb; and Pellegrino Conte: Probing Water Dynamics
and Wettability in Multi-Scale Porous Media by [1]H NMR Fast Field Cycling (FFC) Relaxometry

University of Tennessee

38 Ping Guo; Joseph Bozell; Svetlana Zivanovic; and John Anderson: NMR Investigation of Carbodiimide Activation of
Gallic Acid: Reaction Monitoring and LR-HSQMBC

University of Toronto
39 Peter M. Macdonald; R. Scott Prosser; and Rohan Alvares: Quantitative Detection of PEGylated Molecules Using
Nuclear Magnetic Resonance Spectroscopy

40 Qasim Saleem; Peter M. Macdonald; and Angel Lai: 31P CODEX NMR and Powder-Average Modelling for Measuring
Lateral Diffusion in Lipid Bilayers

University of Virginia
41 Salvatore Bubici; Rebeecca Steele; Gianni Ferrante; and Robert G. Bryant: Fast Field Cycling NMR Relaxometry: From
Molecular Dynamics to Practical Applications

Virginia Tech

42 Ying Chen; Jianbo Hou; Ying Wang; Lian Xue; Nipon Pothyaee; Rui Zhang; Judy S. Riffle; Theresa M. Reineke; Louis A.
Madsen; and Xiaoling Wang: Molecular Interaction and Material Structure Studies by Diffusion —Imaging Drug
Delivery Nanoparticles into Biogels Using MicroMRI and Probing Microgeometry of Polymer Electrolyte Membrane
Using PGSTE

VTT Technical Research Centre of Finland
43 Juha Linnekoski; Martta Asikainen; Harri Heikkinen; and David Thomas: Versatile Tool for Material Characterization

Wako Pure Chemical Industries, Ltd.
44 Naoki Sugimoto; Takako Suematsu; Shinji Nakao; Shinya Takaoka; Katsuo Asakura; Yuko Yamada; and Toru Miura:
Development of Quantity Analytical Standard by Using gNMR
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