25" NMR Valtice

Program
SUNDAY APRIL 25, 2010
CENTRAL EUROPEAN NMR MEETING
3:00-6:00 PM REGISTRATION
6:00 PM DINNER
th 7:00 PM OPENING REMARKS
Vladimir Sklen&
25 N I\/I R VALTI C E 7:10 PM MOLECULAR IMAGING BY IN VIVO MAGNETIC RESON ANCE
Milan Hajek

Valtice, Czech Republic

April 25™-28" 2010




25" NMR Valtice
Program

MONDAY APRIL 26, 2010

9:00 AM

9:00 AM

9:15 AM

9:30 AM

9:45 AM

10:00 AM

10:15 AM

10:30 AM

11:00 AM
11:00 AM

11:15 AM

11:30 AM

11:45 AM

SESSION 1 — M. HAJEK, Session Chair

TREATMENT OF COHERENCE TRANSFER PATHWAY
RECONVERGENCE IN THE SIMULATION OF METABOLITE SPERA
IN FAST-CYCLED IN-VIVO MR SPECTROSCOPIC IMAGING

Zenon Stafuk jr.,* Jana Statukova

STD NMR OF TERNARY ENZYME-COENZYME-SUBSTRAT
COMPLEXES - BINDING STUDIES OF NADH AND NADPH TO
CANDIDA TENUIS XYLOSE REDUCTASE

Michael Vogl,* Regina Kratzer, Lothar Brecker, BdrNidetzky

AUTOMATED SIGNAL DETECTION AND INTEGRAL
DETERMINATION - A NEW APPROACH TO ANALYZE (NOT ONLY IN
SITUH NMR MEASUREMENTS

Lothar Brecker,* Hyung-Won Koh, Lars HildebrandnJchlenke,
Susanne Felsinger, Bernd Reusch

NMR STUDIES OF LIPOSOMES AS DRUG CARRIER SYEMS
Markus Husa,* Julia Schwarz, Martin Kratzel, Clautfialenta, Hanspeter
Kahlig

LC-NMR IN USE
Jan Sykora*

'H DETECTED SQSQ EXPERIMENT
Vratislav Blechta,* Jan Schraml

BREAK ] ]
SESSION 2 — J. JXWINSKI, Session Chair

4, 1% AND **N NMR COORDINATION SHIFTS IN Pd(Il) AND Pt(ll)
CHLORIDE COMPLEXES WITH VARIOUS ALKYL AND ARYL
DERIVATIVES OF 2,2"-BIPYRIDINE AND 1,10-PHENANTHROINE
Tomasz Pawlak,* Leszek Pazdersldarzy Sitkowski, Lech Kozerski, Edward
Sziyk

ADDUCTS OF DIAMINES WITH DIMERIC RHODIUM
TETRAACETATE-APPLICATION OF*C AND **N CP-MAS NMR
Jarostaw Jawinski, Bohdan Kamigski, Agnieszka Sadlej*

MULTINUCLEAR NMR STUDY OF SOME ORGANOTIN OMPOUNDS
Antonin Lytka,* Ale$ Rizicka, Libor Dostal, Roman Jambor

RELATIONS OF NMR, IR AND XRD DATA FOR ORGNROTIN(IV)
ZWIT:I'ERIONIC COMPLEXES OF MINERAL ACIDS
Petr Svec, Zdia Padlkova, Libor DusSek, Antonin Ldka, AleS Rizicka*

12:00 LUNCH
2:00 PM SESSION 3 — E. KLEINPETER, Session Chair

2:00 PM SOLVENT MODELS FOR CALCULATION OF NMR PARAEITERS
Martin Dratinsky,* Petr Boi

2:15 PM COMPUTATIONAL STUDIES OF MAGNETIC RESONANCE
PROPERTIES IN ENDOHEDRAL FULLERENES
M. Straka,* P. Sfpanek, S. Taubert, D. Sundholm, T. Pennanen, YayRka
Lantto

2:30 PM N-OXIDATION INDUCED CHEMICAL SHIFT IN TERTARY AMINES —
EXPERIMENT AND DFT CALCULATIONS
Radek Pohl,* Martin Dréinsky, Lenka Slastinska and Milo$ Bugsinsky

2:45 PM COMPREHENSIVE STUDY OF THE NMR CHEMICAL SHTS FOR 6-
HALOPURINES
Stanislav Standara,* Katea Malindkova, Radek Marek, Michal Straka and
Juha Vaara

3:00 PM QUANTIFICATION OF THE ANISOTROPIC EFFECT IQUINOXALINY-
MONOKETO- AND DIKETO SUBSTITUTED
TETRAHYDRODICYCLOPENTADIENE DERIVATIVES
Anica LaAmmermann*, Istvan Szatmari, Ferenc FildiEKleipeter

3:15PM BREAK
3:45 PM SESSION 4 — M. HRICOVINI, Session Chair

3:45 PM CONFORMATIONAL STUDY OF CHIRAL CALIX[4]JARENES USING
RESIDUAL DIPOLAR COUPLINGS B
Jiti Vlach,* Hana Dv#éakova, Markéta Simanova and Pavel Lhotak

4:00 PM NMR INVESTIGATION OF GUEST-HOST COMPLEX BEVEEN
CHLOROFORM AND CRYPTOPHANE-C
Zoltan Takéacs, Maria Soltésova,* Dmytro Kotsyubyysklozef Kowalewski,
Jan Lang, Thierry Brotin, Jean-Pierre Dutasta

4:15 PM MOLECULAR DYNAMIC BEHAVIOUR IN WATER/ETHANCL
MIXTURES
Marek Radecki*

4:30 PM TOKAJ WINE TASTING BY NMR SPECTROSCOPY
Milan Mazur*, Lucia Husarikova, Katarina Furdikowdichal Kalinak, Marian
Valko

4:45 PM SNIF — NMR — DETERMINING THE AUTENTICITY OF yVINE
Pavlina S&éarova*, Romana Buchtova, Kamil KdldHana Simkova

5:00 PM BREAK

7:00-9:00 PM SCIENTIFIC INSTRUMENTS BRNO EVENING:
VISIT OF “SALON VIN CESKE REPUBLIKY*
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Program

TUESDAY APRIL 27, 2010

9:00 AM
9:00 AM

9:15 AM

9:30 AM

9:45 AM

10:00 AM

10:10 AM
10:30 AM
10:30 AM
10:50 AM

11:30 AM

11:50 AM

12:10 PM

12:30 PM

12:45 PM

SESSION 5 — W. SCHOFBERGER, Session Chair

STRUCTURE OF BIOLOGICALLY ACTIVE OLIGOSACHARIDES.
THEORY AND EXPERIMENT
Milo$ Hricovini*

INVESTIGATIONS ON STRUCTURE AND FUNCTION OF A PEPDE
FROM FROG SKIN

Ruth GoRler-Schofberger,* Lorenz Reith, Alexandkk) Wolfgang
Schofberger, Norbert Muller

DNA DUPLEX MELTING MONITORED VIA LINESHAPEANALYSIS OF
'HNMR SPECTRA 3
VaclavRimal,* Helena Sipankova, Josef §anek

BINDING MODE OF PALMATINE TO d(GGAATTGCGJ(CGCAATTCC)
Jan Novotny,* Radovan Fiala, Zd#énKfiz, Radek Marek

CONFERENCE PHOTO - IN FRONT OF VALTICE CABE
Radovan Fiala*

BREAK
SESSION 6 — L. BRECKER, Session Chair

65 YEARS OF NMR: MILESTONES AND CROSSROADS
Vladimir Sklen&*

MY 40 YEARS IN NMR
Josef Dadok*

INITIATING A CHEMIST TO NMR IN CZECHOSLOVKIA; 50 YEARS
AGO AND WHAT FOLLOWED
Jan Schraml*

THE NMR STORY IN HUNGARY AND IN DEBRECEN
Gyula Batta*

GLIMPSES OF AND REMARKS ON DEVELOPMENT OBVR IN
AUSTRIA
Norbert Miller*

HISTORY OF THE NMR VALTICE MEETING
Miroslav Holik*

LUNCH

2:15PM

2:15PM

2:30 PM

2:45 PM

3:00 PM

3:15PM

3:30 PM

3:45 PM
4:15 PM

4:15 PM

4:30 PM

4:45 PM

5:15PM

5:30 PM

6:00 PM

7:00 PM

SESSION 7 — R. HRABAL, Session Chair

STRUCTURE DETERMINATION OF THE PERIPLASMIC DOMAIN BA
BACTERIAL MEMBRANE-LOCALIZED TRANSCRIPTION ACTIVATOR
BY SOLUTION NMR

Evelyne Schrank,* Gabriel Wagner, Vera FengleraBdrutz, Joachim Reidl
and Klaus Zangger

SOLUTION STRUCTURE OF THE MEMBRANE ASSOCIED
POLYPEPTIDE FST, TOXIC ANTAGONIST OF THE PAR TOX{N
ANTITOXIN SYSTEM

Rueckert Hanna Marie,* Goebl Christoph, Kosol Simand Zangger Klaus

DIFFUSION AND CONVECTION IN PROTEIN NMR
Marian Grocky,* Jan Lang

CARBON-DETECTED EXPERIMENTS FOR ASSIGNMENJF PROLINE
RICH PROTEINS
Radovan Fiala,* Michaela Horéikova, Lukas Zidek, and Norbert Miiller

NMR STUDY OF NATURAL KILLER CELL RECEPTORKR-P1A
Josef Chmelik,* Daniel Rozbesky, Karel BezouSka

BACKBONE MOTIONS OF DELTA SUBUNIT OF RNA®LYMERASE
FROM BACILLUS SUBTILIS ON VARIOUS TIME SCALES
Pavel Kad#vek,* Veronika Motékova

BREAK
SESSION 8 — R. FIALA, Session Chair

NON-UNIFORM SAMPLING, CARBON DETECTION ANBIIGH
DIMENSIONALITY AS MEANS OF IMPROVING RESOLUTION FOR
ASSIGNMENT OF DISORDERED PROTEINS

Jiii Novasek, Veronika Mot&kova, Anna Zawadzka, Krzysztof Kazimierczuk,
Wiktor Kozminski, Lukas Zidek, Vladimir Skleha

INTERACTION OF M-PMV MATRIX PROTEIN WITH
PHOSPHATIDYLINOSITOL
Jan Prchal,* Jiri Vlach, Tomas RurRlichard Hrabal

BRUKER
Pavel Kessler*

LACH-NER, PURE CHEMICALS AND SPECIALIZED $&/ICES
Jiri Vokal*

BREAK
DINNER

FREE EVENING
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WEDNESDAY APRIL 28, 2010

9:00 AM
9:00 AM

9:15 AM

9:30 AM

9:45 AM

10:00 AM

10:15 AM

10:30 AM

10:45 AM
11:15 AM

11:15 AM

11:30 AM

11:45 AM

SESSION 9 — J. SCHRAML, Session Chair

NMR DIFFUSION MEASUREMENTS IN POROUS MEDIA
Mikula$ Peksa,* Milan Kaifik, Jan Lang

HIGH-PRESSURE NMR: A TOOL FOR TIN-CATALYSEDRGANIC
CARBONATES SYNTHESIS FROM CARBON DIOXIDE AND
ALCOHOLS

Laurent Plasseraud,* Michel Picquet and Gabor Lizarg

SOLID STATE NMR STUDIES OF SELF-ASSEMBLEDCGT
MATERIALS
Nonappa,* Manu Lahtinen, Babita, Erkki Kolehmainen

PHASE SEPARATION IN AQUEOUS SOLUTIONS OF P¥(N-
ISOPROPYLMETHACRYLAMIDE)/POLY(N-VINYLCAPROLACTAM)
MIXTURES

Hana Kotilova,* Lenka Hanykova, i Spev&ek

BEHAVIOUR OF WATER DURING TEMPERATURE-INDOED PHASE
SEPARATION IN POLY(VINYL METHYL ETHER)/D20 SOLUTION
Jifi Spevéacek,* Lenka Hanykova, Jan Labuta

BIODEGRADATION OF ORGANIC POLLUTANS FORMAREHYDE,
METHANOLE AND FORMATE PRESENT IN CLOUDS: CONTRIBUTQN
TO ATMOSPHERIC CHEMISTRY

Slavomira Husarova,* Pierre Amato, Martine Sancelktaria Matulova and
Anne-Marie Delort

ADVANCES IN THE NMR BASED CHARACTERIZATIONDF WOOD
AND WOOD PRODUCTS

Gerhard Zuckerstaetter,* Petra Wollboldt, Gabrigthild, Hedda K. Weber
and Herbert Sixta

BREAK
SESSION 10 — D. SAMAN, Session Chair

NMR NOISE
Norbert Mdller,* Martin Nausner, Judith Schlagniity&/ilko Smrecki,
Alexej Jerschow

THREE-DIMENSIONAL NMR SPECTROSCOPY OF ORGANIC
MOLECULES
Maria Misiak* and Wiktor Kaminski

ATROPINE — NEW INSIGHTS INTO AN OLD MOLECLE
Matthias Heydenreich,* Andreas Koch, Larissa V.18&hendorf, Erich
Kleinpeter

12:00

12:15 PM

12:30 PM

12:45 PM

12:55 PM

13:00 PM

CARBON-CARBON SPIN-SPIN COUPLINGS(CC) VS. MOLECULAR
GEOMETRY IN 3-HALOGENOACRYLIC ACIDS AND THEIR METHYL
ESTERS. EXPERIMENT AND THEORY

Marta Bugaj,* Krystyna Kamigska-Trela

NMR BASED STRUCTURE DETERMINATION OF ALKKLOIDS
ISOLATED FROM PLANTS OF THE GENUS PSYCHOTRIA L.
(RUBIACEAE)

Hannes FalRhuber,* Martin Bernhard, Andreas Bedgdgrann Schinnerl,
Wolfgang Robien, Harald Greger, Lothar Brecker

NMR STUDY OF BRANCHED ARABINAN OBTAINED FROM SUGAR
BEET FIBER BY QUATERNIZATION UNDER ACIDIC CONDITION
Iveta Uhliarikova* and Ivan Simkovic

JOSEF DADOK PRIZE

CLOSING REMARKS

LUNCH




