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Thank You to Our Sponsors

Platinum Sponsors

Student Travel Grant Award Sponsors

BNy STEELYARD

Baxter :M"“cs NIST

You are cordially invited to the

Welcome Reception

in the Exhibit Hall
on Sunday, March 4 from 5:30 to 7:30 pm
This complimentary reception is the perfect opportunity
to casually network with other delegates, exhibitors, sponsors,
poster presenters, and speakers in an informal setting.

Cocktails and light hors d’oeuvres will be served.

Follow Us!
o www.twitter.com/panicnmr (] www.facebook.com/panicnmr
www.instagram.com/panicnmr/ ® www.linkedin.com/groups/3877517

FﬁNrﬁ March 4-8, 2018 La Jolla, California


https://twitter.com/panicnmr 
http://www.twitter.com/panicnmr
https://www.instagram.com/panicnmr/ 
https://www.facebook.com/panicnmr
https://www.linkedin.com/groups/3877517

Leadership

2018 Scientific Organizing Committee

Kristie Adams Jim DeFelippis John Cort Sonia Menezes
Chair Treasurer Pacific Northwest Petrobras
Steelyard Analytics ~ Dow Chemical National Laboratory Torsten
Molly Bohlen Company Frank Delaglio Schoenberger
Co-Chair Andy Surface National Institute Bundeskriminalamt
PANIC Social Media of Standards and

- John Warren
John Marino PPG Industries, Inc.  Technology LGC Limited
Secretary Anuiji Abraham Brian Mayer :
National Institute Bristol Myers Squibb  Lawrence Livermore ngggﬂﬂg Wu
of Standards and Carlos Amezcua National Laboratory
Technology Baxter
2018 Executive Committee
Kristie Adams Molly Bohlen John Marino
Chair Co-Chair Secretary
2019 Executive Committee
Molly Bohlen John Marino Carlos Amezcua
Chair Co-Chair Secretary
2018 Board of Directors
Joe Ray Kristie Adams Molly Bohlen Andy Surface
President Secretary Member at Large Member at Large
Baxter Steelyard Analytics ~ PANIC PPG Industries, Inc.
Daron Freedberg Jim DeFelippis Torsten
Vice President Treasurer Schoenberger
Food and Drug Dow Chemical Member at Large
Administration Company Bundeskriminalamt

2018 Poster and Travel Award Committee

Molly Bohlen John Cort John Marino
Chair Jim DeFelippis Sonia Menezes

John Warren
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Conference Information

Conference Proceedings Link

The conference proceedings link is available only to conference attendees.
It gives access to the speaker presentations that have been approved for sharing with the
PANIC audience. The page will become accessible after the conclusion of PANIC.

If you attended PANIC and need help with the link, please contact chair@panicco.org

If you are looking for a specific set of slides or a poster that is not on the site,
please contact the speaker directly for more information.
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Exhlbltors Exhibit and Poster Schedule
NanoNord A/S Sunday 3.4

2 Nanalysis Corp

3 Revolution NMR LLC/Phoenix 5:30-7:30pm  Welcome Reception

485 Bruker BioSpin Corp Monday 3.5
6 Pure Devices GmbH 10:30 - 11:20 am  Coffee Break — Odd Posters
7 Oxford Instruments Inc 4:55-6:00pm  Networking Reception — Even Posters
8 MilliporeSigma Tuesday 3.6
9 ACD/ Lgbs ) 10:30 - 11:20 am  Coffee Break — Even Posters
10 Cambridge Istope Laboratories, Inc. 4.1 - 5:05 pm  Refreshment Break — Odd Posters
11 Magritek Inc. 6:45-7:45pm  Networking Reception — All Posters

12 Mestrelab Research S.L.

13 CortecNet Corp

14 Wako Pure Chemical Industries Ltd

15 Wilmad LabGlass Wednesday 3.7
16 Stelar SRL 10:30 to 11:30 am Coffee Break — All Posters

17 JEOL USAInc

and last chance to drop off your
entries for the Spectrum Contest
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Program see the abstracts at www.panicnmr.com/abstracts

3.4 Sunday

Onsite Registration Hours 7:30-5:30 La Jolla Ballroom, Salon E-H

Users’ Meetings
3:00 pm - 7:00 pm

7:30 Coffee, Continental Breakfast,

7:00 am - 5:30 pm and Networking
8:30 Mestrelab
7:00 am - 6:00 pm 11:00 Break
7:00 am - 5:30 pm 11:15 Bruker (Lunch provided)
2:00 Afternoon refreshments and Break
7:00 am - 4:30pm 2:30 ACD/Labs
7:00 am — 1:00 pm 5:30 End of Users’ Meetings

5:30 La Jolla Ballroom, Salon E-H

Welcome Reception for
PANIC 2018
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3.5 Monday Morning

8:45 La Jolla Ballroom, Salon E-H 10:30-11:20 La Jolla Ballroom,
Salon A-D & Foyer

Chair Welcome
Poster Viewing with
Coffee Break (odd numbers)

8:50 Salon E-H

Session 1 11:20 La Jolla Ballroom, Salon E-H
A Foodie’s Guide to NMR: Sessi
Safety, Quality & Authenticity ession 2

M. P. Bohlen, J. P. Marino qNMR: Every Atom Counts!
Chairs T. Schoenberger

Chair
8:50 Opening Remarks

11:20 Opening Remarks
9:00 1. Quality assurance of foods
and functional ingredients using 11:30 4. Quantitative NMR using low
quantitative NMR methods. gamma quadrupolar nuclei.
I. Burton, F. Berrue, C. Martinez-Farina J.M. Hook, D. Lawes

9:30 2. High-field NMR for the analysis  12:00 5. Automation of gNMR in an

of scotch whisky. industrial environment.
W. Kew, |. Goodall, D. Uhrin S. Garms
10:00 3. Get the control about the 12:30 6. Steelyard method -
pathway to Rebaudioside An innovative ab initio
M - identification by 2D NMR quantification.

spectroscopy of the unknowns B. Diehl
after semi-preparative HPLC
isolation.
S. Gosiewska, B. Ozalp, 0. Schouten, R.
van her Hoeven, P. Lankhorst, A. Carvalho de
Souza
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see the abstracts at www.panicnmr.com/abstracts

3.5 Monday Afternoon

1:00-2:30 La Jolla Ballroom,
Salon E-H
Lunch Sponsored by «eow )

Automated gqNMR analysis,
its necessity and the proposal
from JEOL

Takako Suematsu (JEOL)

2:30-2:45 La Jolla Ballroom, Salon E-H

Introduction of the ValidNMR
Fellow, Elina Zailer

T. Schoenberger
Chair

2:45 La Jolla Ballroom, Salon E-H

Session 3

NMR in the Pharmaceutical
Industry: Applications to Drug
Design, Manufacturing &
Structural Fingerprinting

C. A. Amezcua
Chair

2:45 Opening Remarks

2:55 7. Impacting drug design using
Residual Dipolar Couplings.

K.A. Farley, R.R. Gil, Y. Che, D. Anderson,

C. Limberakis, V. Shanmugasundaram

0000
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3:25 8. Integrating NMR methods
further into process R&D and
manufacturing at AbbVie.

J.G. Napolitano

3:55 9. 2D NMR HOS fingerprints
of monoclonal antibody
therapeutics: Benchmarking
acquisition and chemometric
methods through an international
inter-laboratory study.

R.G. Brinson, L.W. Arbogast, F. Delaglio,

J.P. Marino

4:25 10. Chemometric methods to
quantify 1D and 2D NMR spectral
differences among similar protein
therapeutics.

K. Chen, J. Park, F. Li, S. Patil, D.A. Keire

4:55-6:00 La Jolla Ballroom,
Salon A-D & Foyer

Poster Viewing with Reception
(even numbers)

6:00

End of Day
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Program see the abstracts at www.panicnmr.com/abstracts

3.6 Tuesday Morning

7:30 Los Angeles Room 10:30-11:20 La Jolla Ballroom,
Salon A-D & Foyer

Travel Grant Awardee Breakfast
Poster Viewing with
Coffee Break (even numbers)

8:45 La Jolla Ballroom, Salon E-H

Chair Welcome 11:20 La Jolla Ballroom, Salon E-H

Session 5

_ As it Happens:
8:50 La Jolla Ballroom, Salon E-H Process Monitoring by NMR

Session & J. A. Surface

Challenges in Polymer Chair
Characterization: NMR has

11:20 Opening Remarks

Solutions

J. DeFelippis 11:30 14. Redefining peak overlap

Chair - reaction monitoring by
CRAFT (Complete Reduction

8:50 Opening Remarks to Amplitude Frequency Table)

using low-field NMR system.

9:00 20. Dipolar based time domain K. Krishnamurthy, D.J. Russell

NMR techniques and their use for
the characterization of industrial 12:00 15. Reaction monitoring of
relevant materials. silane hydrolysis via NMR and
E. Azevedo, T.B. Moraes vibrational spectroscopy.
D. Eldred, X. Chen

9:30 21. Characterization of network

structural motifs in siloxane 12:30 16. Earth’s field NMR to detect
elastomers using magnetic spilled oil released under ice.
resonance. M.S. Conradi, E. Fukushima, S. Altobelli,

A.M. Sawvel, S.C. Chinn, M. Gee, A. Maiti, N. Sowko
H. Mason, R.S. Maxwell, J.P. Lewicki

10:00 22. Relaxation and diffusion
filtration in polymers: Residual
monomers quantitation and
complex chemical mixture
analysis.

T. Zhuang
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see the abstracts at www.panicnmr.com/abstracts

3.6 Tuesday Afternoon

1:00-2:30 La Jolla Ballroom, Salon E-H

5:05 La Jolla Ballroom, Salon E-H

Lunch Sponsored by =ré=x

Moving NMR out of the Basement

Kim Colson (Bruker), Anna Codina (Bruker),
Maria Silva Elipe (Amgen, Inc.)

2:30 La Jolla Ballroom, Salon E-H

Session 6

Small Field - Big Impact:
Applications of Low Field & Time
Domain Spectroscopy in Industry

J. Warren
Chair

2:30 Opening Remarks

2:40 17. Quantitative analysis of
complex natural mixtures with
benchtop NMR.

Y. Matviychuk, J. Yeo, D.J. Holland

3:10 18. Compact NMR for metabolic
health monitoring and disease
prevention.

D.P. Cistola

3:40 19. Field-cycling NMR and its
application to study molecular
dynamics.

M. Hofmann, B. Kresse, E. Réssler

4:10-5:05 La Jolla Ballroom,
Salon A-D & Foyer

Poster Viewing with
Refreshment Break (odd numbers)

0000

Session 7

NMR in the Oil Industry: A Role
from Upstream to Downstream

S. C. Menezes, K. Wu
Chairs

5:05 Opening Remarks

5:15 11. NMR in extreme environments.
N.J. Heaton

5:45 12. Zooming in on heterogeneous
catalysts and their catalysed
reactions using magic angle
spinning solid-state NMR.

K. Houben, A. Lucini Paioni, D. Mance,

J. van der Zwan, A. Dutta Chowdhury,

S. Chung, R. Danisi, B.M. Weckhuysen,

E.T. Vogt, M. Baldus

6:15 13. Elucidating structural
characteristics of renewable
products from a two-step ex situ
hydropyrolysis vapor upgrading
process by one- and two-
dimensional NMR spectroscopy.

J. Lai, L. Zhang, K. Gong

6:45-7:45 La Jolla Ballroom,
Salon A-D & Foyer

Poster Viewing with Reception
(all posters)
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see the abstracts at www.panicnmr.com/abstracts

3.7 Wednesday Morning

8:45 La Jolla Ballroom, Salon E-H

Chair Welcome

8:50 La Jolla Ballroom, Salon E-H

Session 8

Nukes, Nerve Agents, and
Narcotics: NMR for National
Security

J. R. Cort, B. P. Mayer
Chairs

8:50 Opening Remarks

9:00 23. NMR spectroscopic
investigation of plastic bonded
high explosives.

H. Mason, J.S. Vaughn, A. Gash

9:30 24. Multinuclear NMR monitoring
of decontamination chemistries
of bulk chemical agents and
simulants.

T.M. Alam, M K. Kinnan

10:00 25. Using NMR to combat the
opioid crisis.
B.N. Brewer, S.W. Wheasler

8 EEN"': March 4-8, 2018 La Jolla, California

10:30-11:30 La Jolla Ballroom,
Salon A-D & Foyer

Poster Viewing with
Coffee Break

11:30 La Jolla Ballroom, Salon E-H

Session 9

Non-Uniform Sampling
for (Faster) Fun and Profit:
a Tutorial

F. Delaglio, D. Rovnyak
Chairs

1:00-2:30 La Jolla Ballroom, Salon E-H

Lunch
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see the abstracts at www.panicnmr.com/abstracts

3.7 Wednesday Afternoon

2:30-2:55 La Jolla Ballroom, Salon E-H  4:35 29. Magic angle spinning

Announcement of Poster
Awards, Spectrum Contest
Winners and Presentation of
Student Travel Award Winners

M. Bohlen
Chair

2:55 La Jolla Ballroom, Salon E-H

Session 10

Solid-State NMR & DNP

A. Abraham
Chair

2:55 Opening Remarks

3:05 26. DNP enhanced solid-state
NMR spectroscopy for the
characterization of pure and
formulated pharmaceuticals.

A.J. Rossini

3:35 27. Chemical systems monitoring
of catalysis to extremophiles is
enabled by high pressure — high
temperature MAS-NMR.

D.W. Hoyt, E.D. Walter, H.S. Mehta,

J.A. Sears, L. Qi, A. Chamas, S.L. Scott

4:05 28. To Klystron or not to Klystron?
B. O’Hare

0000

La Jolla, California

NMR for structural analysis of
pharmaceuticals and biological
assemblies.

J. Struppe, C. Quinn, M. Lu, M. Wang,

S. Sarkar, M. Rosay, |. Sergeyev, W.E. Maas,

AM. Gronenborn, T.E. Polenova

5:05 La Jolla Ballroom, Salon E-H

Closing Comments and
Announcements

5:15
End of PANIC 2018
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3.8 Thursday

8:00-5:00 La Jolla Ballroom, Salon E

Validation Workshop

Kim Colson & Torsten Schoenberger
Chairs

8:00 Coffee is served

8:20 Welcome - Opening Statements
Kim Colson (Bruker) &
Torsten Schoenberger (Bundeskriminalamt)

Session 1

8:50 Lightning talk: “Quality
Improvement in qNMR Spectroscopy”
Elina Zailer (Spectral Service)

9:00 Presentation: “qgNMR Method
Validation Following the USP 1210
Chapter, Statistical Tools for Procedure
Validation”

Carlos Amezcua (Baxter International Inc.)

9:20 Workshop Session #1
(A) ValidNMR Wiki
Kristie Adams (Steelyard Analytics)

(B) Required Validation Parameters
Stefan Garms (Lonza)

10:20 Workshop debriefing
(Session leaders)

10:30 Break

Session 2

11:00 Lightning talk: “Meeting the
requirements of FDA, IS0, GxP”
Bernd Diehl (Spectral Service)

11:10 Presentation: “Validation
Strategy using Lifecycle and Quality
Risk Management”

Dan Sorensen

(Eurofins | Alphora Research Inc.)

10 E@Nlc March 4-8, 2018 La Jolla, California

11:30 Workshop Session #2
(C) Data integrity
Carlos Amezcua (Baxter International Inc.)

(D) Protocols / Education
Elina Zailer (Spectral Service)

12:30 Workshop debriefing
(Session leaders)

12:40 Lunch

Session 3

1:30 Lightning talk: “ A new
realization of Sl for organic chemical
measurement: NIST PS1”

Michael Nelson (National Institute of
Standards and Technology)

1:40 Presentation: “The Nuts and Bolts
of qNMR”
lan Burton (NRC)

2:00 Workshop Session #3

(E) Uncertainty Analysis

Michael Nelson (National Institute of
Standards and Technology)

(F) Reference Materials
Kevin Millis (Cambridge Isotope
Laboratories)

3:00 Workshop debriefing
(Session Leaders)

3:10 Break

3:30 Presentation: “Novel Proficiency
Testing Scheme for 'H, *'P and "°F
quantitative Nuclear Magnetic
Resonance (QNMR)”

Markus Obkircher (Merck KGaA)

4:00 Open Forum
Kim Colson (Bruker) &
Torsten Schoenberger (Bundeskriminalamt)

5:00 Closing Statements
Kim Colson (Bruker) &
Torsten Schoenberger (Bundeskriminalamt)
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Sponsors & Exhibitors

":h' Advanced Chemistry Dev Inc Booth 9
( dl,):) 8 King Street East, Suite 107, Toronto, ON, Canada, M5C 1B5

www.acdlabs.com

ACD/Labs Advanced Chemistry Development, Inc., (ACD/Labs) is an informatics
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.

IBa xer BaxterInternational Inc.
25212 W lllinois Rte 120 WG3-2S / Round Lake, lllinois 60073

www.baxter.com

Baxter provides products and services that are essential for saving and
sustaining patient lives. This broad portfolio includes peritoneal, acute and
in-center dialysis; IV solutions and premixed drugs; infusion pumps and
administration sets; parenteral nutrition; surgical products and anesthetics;
as well as pharmacy automation, software and services.

Bruker BioSpin Gorp Booth 4&5

55325“ 15 Fortune Drive, Billerica, MA 01821
www.bruker.com

For more than 55 years, Bruker has enabled scientists to make break-
through discoveries and develop new applications that improve the quality
of human life. Bruker’s high-performance analytical and diagnostic systems
explore life and materials at molecular, cellular and microscopic levels in the
applied, and molecular and pharmaceutical research areas.

cambridge sotepe - Gambridge Isotope Laboratories, Inc. Booth 10
W Laboratories, nc.
8l i-ctope.com 3 Highwood Drive, Tewksbury, MA 01876 USA

www.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 biomolec-
ular NMR. Our large inventory includes NMR solvents, reference standards,
gNMR standards , amino acids, deuterated buffers, RNA/DNA products, cell
growth media and reagents for labeling recombinant protein expressed in E.
coli, insect and mammalian cells.
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by

CortecNet Corp Booth 13

cartecﬁet /;" ! 760 Parkside Avenue, Suite 303, Brooklyn, NY 11226

4

magm;ntek .

www.cortecnet.com

Located in NYC, thanks to its reliable team of scientists, CortecNet is a
global player in the NMR field :

e A stable isotopes driven company, devoted to identifying, developing,
producing and marketing innovative labeled compounds and labeled kits

¢ The exclusive distributor for Bruker consumables
¢ A NMR solution provider to the industry

JEOL USA Inc Booth 17
11 Dearborn Road, Peabody, MA 01960
www.JEOLUSA.com | (978) 535-5900

JEOL routine and research NMR instruments share the same high-perfor-
mance digital architecture and are the perfect fit for chemists in both walk-
up environments and research laboratories. JEOL NMRs support demanding
gNMR, and "H'FX experiments, and are suited for a wide range of applica-
tions from routine liquids to advanced solids.

Magritek Inc. Booth 11
www.magritek.com

Founded in 2004, Magritek is the global leader in manufacturing cryogen-
free benchtop Nuclear Magnetic Resonance (NMR) spectrometers for the
analytical instrument market. Magritek’s revolutionary 80 MHz, 60 MHz
and 43 MHz Spinsolve family of benchtop NMR models offer the highest
sensitivity and resolution available in the market.

Mestrelab Research S.L. Booth 12
Feliciano Barrera, 9B-Bajo, Santiago de Compostela, 15706, Spain
www.mestrelab.com

Mestrelab Research provides easy-to-use applications for basic or advanced
NMR & LC/GC/MS data processing, analysis, and reporting, aimed at both
chemists and spectroscopists. Stop by our booth to see the latest in our
Mnova 12 and Mbook 2.0 software.
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MilliporeSigma Booth 8
6000 N. Teutonia Ave., Milwaukee, WI 53209 USA
www.milliporesigma.com

MilliporeSigma specializes in stable isotopes, high quality NMR solvents and
NMR tubes for all your needs. Our innovative certified reference material
is used in quantitative NMR for a wide range of new applications such as
metabolomics, biomarker discovery, and physiological pathway research.

Nanalysis Gorp Booth 2
Bay 4, 4500 5 Street, NE, Calgary, Alberta T2E7C3, Canada
www.Nanalysis.com

Nanalysis manufactures portable NMR spectrometers. The NMReady is the
first portable NMR spectrometer in a single compact enclosure. It is used by
chemists in many industries and in university labs. The company received
the 2106 Frost & Sullivan Global Company of the Year Award in the Portable
NMR Spectroscopy Market.

NanoNord A/S Booth 1
Skjernvej 4A, DK-9220 Aalborg, Denmark
www.nanonord.com

NanoNord A/S of Denmark has implemented a fundamentally novel NMR
design in its Tveskaeg® analyser. The result is a system which can in
principle directly measure all elements responsive to NMR in a single
instrument. The system offers ground-breaking sensitivity and establishes a
new paradigm in terms of cost.

National Institute of Standards and Technology
100 Bureau Drive, Stop 1070, Gaithersburg, MD 20899
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.
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OXFORD % Oxford Instruments America, Inc. Booth 7
INiTEuN _ o ‘ L 300 Baker Avenue, Suite 150, Concord, MA 01742, USA
7 www.oxford-instruments.com

Oxford Instruments provides a broad range of easy-to-use, cryogen-free
Benchtop NMR solutions, from our Pulsar high resolution ™H, *°F, **C, and 3'P
spectrometer, to our new MQC+ relaxometer, through our new, high-perfor-
mance TD-NMR instrument, the MQR. Visit us to learn about the advantages
of Benchtop NMR in research, education, and industry.

PhoenixNMR LLC Booth 3
510 E. 5th Street, Loveland CO 80537

www.phoenixnmr.com

Revalation NME, LLC Revolution NMR LLc
= === 2416 Donella Court, Unit B, Fort Collins CO 80524
www.revolutionnmr.com

PhoenixNMR manufactures state-of-the-art solids probes and accessories
compatible with Bruker and Agilent/Varian NMR systems and repair services
for Agilent/Varian solids probes. Revolution NMR provides spinning system
components, including rotors, drive caps, and spacer systems, along with
complete spinning systems, specialty wide bore probes, and repair services
for older Varian/Chemagnetics probes.

pd Pure Devices GmbH Booth 6
s " ISES - Fisenhahinstr, 53, 97084 Wiirzburg, Germany
WWW.pure-devices.com

Pure Devices GmbH is a manufacturer of state-of-the-art portable and
bench-top MRI scanners for training and research purposes. Furthermore
Pure Devices provides external gradient and RF amplifiers especially for
applications in bench-top MRI. Our successful hardware products are proof
for our advanced designs at the forefront of technology.
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Ny STEELYARD
-y, ANALYTICS

L
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Steelyard Analytics, Inc.
Manassas, VA 20109
www.steelyardanalytics.com | 302-593-8742

Founded in 2017, Steelyard Analytics is the US daughter company of Spectral
Service AG, a German contract NMR spectroscopy laboratory. Steelyard
Analytics was established to meet the growing demand for fast, accurate, and
precise GxP-compliant NMR services in the United States. Contact us today to
learn more about the services and support we can offer you!

Stelar SRL Booth 16
Via E. Fermi 4, 27035 Mede (PV), ltaly
www.stelar.it | +39 0384 820096

Stelar delivers innovative solutions to study, characterize and authenticate
any type of material in any physical form by probing molecular dynamics
properties by means of Fast Field Cycling NMR relaxometry. We provide
unique instrumentation for academic and industrial research in MRI contrast
agents, proteins, polymers, electrolytes, rocks and petroleum.

Wako Pure Chemical Industries Ltd Booth 14
1633, Matoba, Kawagoe-shi, Saitama 350-1101, Japan
www.wako-chem.co.jp/english | 81 49 231 9683

We can deliver Wako Products to Asia, Oceania, EU, North, Middle & South
America, and more as well as Japan! Please visit the Wako Online Catalog:
www.e-reagent.com 50,000 chemical products are available for online
ordering and search by chemical name, Wako Catalog Number, Molecular
Formula, CAS Number and so on!

Wilmad-LabGlass Booth 15
1172 Northwest Boulevard, Vineland, NJ 08360
www.wilmad-labglass.com

Wilmad-LabGlass is a leading manufacturer of laboratory and analytical
chemistry glassware, NMR & EPR consumables, & precision bore glass
tubing. In addition to our standard products our highly skilled glass team
offers design and fabrication of custom borosilicate glass & quartz products
for your applications.
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P1. The application of trusted methods to
ongoing complications: Glycoprotein
and glycopeptide analysis.

A.M. Marcella, H. Yu, J.N. Orwenyo,
M. Battistel, J. Peng, L. Wang, K. Chen,
D.l. Freedberg

P2. Generating unbiased structural
alternatives for automated structure
verification. S. Golotvin, R. Pol,

M. Elyashberg, D. Argyropoulos,
K. Kassam

P3. Already producing or still calibrating?
— Advances of model-based data
evaluation concepts for quantitative
online NMR spectroscopy.

M. Maiwald, S. Kern, S. Guhl,
K. Meyer, L. Wander, A. Paul

P4. A unifying, informatics-based
approach to life cycle management
of impurity data in pharmaceutical
development. A. Van Wyk,

B.G. Pautler, A. Anderson,
P. Kandalov, D. Mityushev

P5. Quantifying the content of
trifluoroacetic acid in peptide
samples by 19F solid-state NMR.
A. Brinkmann, M. Raza, J. Melanson

P6. Leveraging experimental free ligand
NMR conformation in structure-
based drug design: AstraZeneca case
studies. A.Y. Balazs, R. Carbajo, N.
Davies, E. Chiarparin

P7. Methanol self-association and
preferential solvation of chelating
agents for the extraction of heavy
metals in sC02. T. Graham, D. Pope,
Y. Ghaadrghadr, S.B. Clark, A.E. Clark,
S.R. Saunders
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P8. PcBc - A Novel Automatic Phase &
Baseline Correction Algorithm.
E.M. Vasini, S. Sykora, C. Cobas

P9. Diffusion NMR characterization of
catalytic silica supports - A tortuous
path. T.J. Rottreau, C.M. Parlett,
AF. Lee, R. Evans

P10. Determination of relative response
factors for vitamin D3 related
degradation products using gNMR and
UPLC. K. Rippel

P11. NMR’s utility in the opioid crisis.
C. Corbett

P12. LCMS- and NMR-based
metabolomics aids natural products
discovery in gene-silencing deficient
strains of Fusarium graminearum.

D. Adpressa, L.R. Connolly,
M. Freitag, S. Loesgen

P13. Automated sample preparation for
'H NMR improves efficiency for the
quantification and identification of
process impurities. M. Delsman,
G. Khirich, K. Skidmore

P14. Oligomer or polymer? Determining
the oligomeric state of an inhibitor of
the West Nile Virus NS3 Protease.

A. O’Rourke, S. Kremb, S. Sioud,
N. Kharbatia, M. Raji, A. Emwas,
W.H. Gerwick, C.R. Voolstra,
B.M. Duggan

P15. 'H-gNMR for quantification of major
alkaloids in goldenseal extract.
P. Le, D. Leek

P16. Chemometric tools for 2D NMR data
sets. B.A. Hanson
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P17. [withdrawn]

P18. Process monitoring with online
NMR spectroscopy — An enabler for
“Industrie 4.0” in process industry.
S. Guhl, K. Meyer, S. Kern, P. GraBer,
L. Wander, J. Acker, M. Maiwald

P19. How NMR uncovers counterfeits of
marketed drugs and biosimilars.
F. Casagrande, K. Degardin, A. Ross

P20. A simpler approach to reaction
monitoring. S. Butch

P21. Ensuring safety of global food
supplies: Value assignment of
mycotoxin certified reference
materials by 'H-qNMR. A. Bahadoor,
J. Bates, J. Melanson

P22. Novel flow cell designs for process
monitoring with compact NMR
spectroscopy. S. Kern,

M. Bornemann, L. Wander,
K. Meyer, S. Guhl, M. Maiwald

P23. Epitope density of an anti-nicotine
conjugate vaccine quantified by NMR.
K. Sackett, K. Bhattacharya, J. Sperry,
J. Finneman, M. Massa, J. Thorn

P24. Investigating motion via deuterium
line shape simulations. R. Cordova,
C. Tobar, D. Cizmeciyan

P25. NMR relaxometry as an implicit
method for core analysis and oil
displacement estimation in laboratory
studies of shale formation.

A. Mukhametdinova, A. Cheremisin,
S. Markovic

0000

P26. Internal standard is not required for
gNMR. G.E. Fernandez, B. Conklin,
A. Mattes, X. Zhao, S. Robinson,
D.J. Russell

P27. Purity analysis of oxytetracycline
and streptomycin, the reference
standards for antibiotic of Japanese
Pharmacopoeia using quantitative 'H
NMR. R. Sawa, Y. Kubota,

N. Sugimoto, T. Konda, S. Suzuki,
K. Shibayama

P28. Go with the flow: Monitoring the
effects of heptane induced asphaltene
deposition with MRI. J. Zintsmaster,
H. Alboudwarej, B. Sun, D. Zhou,

AR. Pradhan

P29. A novel method for determining free-
base nicotine content in electronic
cigarette liquids using 'H NMR
spectroscopy. A. Duell, J. Pankow,
D.H. Peyton

P30. Para-hydrogen fueled RASER:
A novel approach to ultra-high
resolution NMR spectroscopy.
N.U. Schramm, C. Degenhardt,
A. Kentner, S. Appelt, S. van Waasen

P31. Magnetic Resonance probing
ensemble dynamics in k-space.
V.. Herold, T. Kampf, PM. Jakob

P32. Recent research developments
in the certification of organic
reference materials by 'H, *'P and
9F quantitative nuclear magnetic
resonance (QNMR) at the highest
metrological level. R. Rigger,
K. Breitruck, C. Hellriegel, A. Rueck,
M. Obkircher
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P33. Easy work flow for selective
composite excitation experiments.
R. Crouch

P34. [withdrawn]

P35. Analysis of human blood using
benchtop NMR relaxometry and
imaging. V. Patel, D.P. Cistola

P36. [withdrawn]

P37. Identification of the salt bridges
in GAGs using exchangeable amine
protons. A. Green, C. Priest, R. Young,
D. Jiang, L.J. Mueller, C. Larive

P38. Eliminating NMR tube volume
variations as a source of error in
external gNMR. W. Wang,

J. Ewanicki, W. Kim

P39. NMR Fast Field Cycling relaxometry
for liquid and solid electrolytes -
application in the battery industry.

D. Kruk, M. Florek-Wojciechowska,
0. Tutusaus, M. Pasin, G. Ferrante,
R. Steele

P40. [withdrawn]
P41. Who is afraid of NMR? K.L. Colson

18 EﬁNic March 4-8, 2018 La Jolla, California

P42. Utilizing NMR T2 to Study Resin/
Resin and Resin/Pigment Interactions.
A. Surface, L. Li, T.F. Novitsky

P43. Compendial Potency Assay by qNMR:
Key Considerations, Workflow and
Error Budget. F. Moriaud, I. Clegg,

A. Codina

P44, Stop Flow Approaches to in situ
Analysis of Reactions. G.C. Lloyd-
Jones, E.J. King, R. Dooley, A. Jones,
D. Uhrin, M. Pennestri, A. Moreno,
A. Codina

P45. Real-Time NMR in Human Cells.
J. Roberts, M. Pennestri, A. Codina,
U.L. Guenther

P46. StereoFitter: New Multiparameter 3D
Structure Elucidator. L.F. Gil-Silva,
M.S. Touza, E. Vaz, V. Zorin, F. Seoane,
A. Navarro, R.R. Gil, C. Cobas

P47. Fast 2D NMR Resolution
Enhancement by a 2D Laplacian
Estimator. C. Cobas, C. Peng,
S. Sykora

P48. NMR as a tool for the assessment of

chemical microstructure in synthetic
polymers. K. deVries, A. Kolkman
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GUESS

SPECTRUM

The Spectrum Contest is back!

SEE THE POSTER IN THE EXHIBIT HALL WITH THE FULL SPECTRUM & EXPANSIONS!

WIN A
GoOP

Drop your entry off in the Exhibit Hall by TUESDAY, MARCH 6 AT 7:45 PM

The answers will be revealed and prize awarded WEDNESDAY, MARCH 7 AT 2:45 PM
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Special Thanks to our Exhibitors and
Sponsors for making PANIC 2018 a Success!
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See you at PANIC 2019'

L

as we plan another exciting program!

Keep an eye on our website at www panlcnmrcom



