CENTRAL EUROPEAN NMR DISCUSSION GROUPS

21 NMR VALTICE

Valtice, Czech Republic

April 23'%-26", 2006



215 NMR Valtice

Program
SUNDAY APRIL 23, 2006
3:30-6:30PM REGISTRATION
7:00 PM DINNER
8:00 PM OPENING REMARKS
Jan Schraml, Norbert Miiller, Vladimir Sklégna
8:15 PM THE ANALYSIS OF STABLE ISOTOPES BY IRMS ANBNIF-NMR.
J. Maz&

9:00 PM MEETING OF THE NMR DISCUSSION GROUPS.



21 NMR Valtice
Program

MONDAY APRIL 24, 2006

9:00 AM

9:00 AM

9:15 AM

9:30 AM

9:45 AM

10:00 AM

10:15 AM

10:45 AM

10:45 AM

11:00 AM

SESSION 1

RECENT RESULTS USING SATURATION TRANSFER EFERENCE
NMR TO CHARACTERIZE ENZYME-SUBSTRATE BINDING.
Lothar Brecker*, Renate Auer, Sandra Schwarz, Béletzky

CONFORMATIONAL AND BIOLOGICAL STUDIES OF
PENTAPEPTIDES CONTAINING TWO DEHYDROAMINO ACID
RESIDUES.

R. Latajka*, M. Jewginski, M. Pawelczak, M. Makowskd P. Kafarski

A MOTIONAL ANALYSIS OF MATRIX PROTEINS OF M\SON-PFIZER
MONKEY VIRUS.
Pavel Srb*, Jan Lang, J.Lipov, J. Vlach V. VeverkaRuml and R.Hrabal

A SINGLE-POINT MUTATION OF M-PMV MATRIX PRAQEIN CAUSES
REORIENTATION OF PROTEIN DOMAINS AND CHANGES THE
PHENOTYPE OF THE VIRUS.

Jiti Vlach*, Jan Lipov, V&clav Veverka, Jan Lang, R&, Tomas Ruml and
Richard Hrabal

HYDROGEN BOND INFLUENCE ON CSA IN MODEL REIDE.
Shen Liang,* Ji Hong-Fang, Vilko Smrecki, Norbertilr

BREAK
SESSION 2

A SIMPLE APPROACH FOR SIGNAL-TO-NOISE ENHMCEMENT IN
NMR SPECTRA BY AUTOMATIC CORRECTION OF SPIKES IN TH
TAIL OF THE FID.

Nikolay G. Vassilev

OPTIMIZATION OF CPMG SPIN ECHO EXPERIMENHOR
DETERMINATION OF CHEMICAL EXCHANGE.
Katerfina Vagnerova*, Jan Lang



11:15 AM

11:30 AM

11:45 AM

12:00

2:00 PM

2:00 PM

2:15 PM

2:30 PM

2:45 PM

3:00 PM

3:15 PM

3:30 PM

COMBINED USE OF COMPLETE LINESHAPE ANALYSIOF 1D
SPECTRA SUBJECTED TO REFERENCE DECONVOLUTION AND
LINEAR PREDICTION, 1D-SELECTIVE-EXSY AND 2D-EXSY SECTRA
FOR THE STUDY OF CHEMICAL EXCHANGE.

Pavletta Denkova* and Valentin Dimitrov

COGWHEEL PHASE CYCLING IN COMMON TRIPLE FEONANCE
EXPERIMENTS FOR THE LIQUID PHASE.
Gerhard Zuckerstaetter* and Norbert Mueller

DETECTING NUCLEAR SPIN NOISE.
Alexej Jerschow, Norbert Miller*, and Gerhard Zuskéatter

LUNCH
SESSION 3

REVERSIBLE FORMATION OF DIMER OF TETRA ISOCIOTINAMIDE
DERIVATIVE OF CALIX[4]ARENE.
Hana Dvaakova*, Jan Lang, Pavel Lhotak

15N CHEMICAL SHIFT OF META AND PARA SUBSTITUTED
I?ENZONITRILES.
Z&ek, Schraml

NMR SPECTROSCOPY OF PURINE DERIVATES AS FEDNITIAL
DRUGS OF NEURODEGENERATIVE DISEASES.
Tomas Bartl*, Radek Marek, Lgk BeneS

N-ALKYLPURINE DERIVATIVES AS MODEL SYSTEMS OF PURIN
TAUTOMERS: STUDY OF SUBSTITUTION EFFECTS ON SOLUTND
STATE NMR PARAMETERS.

Kategina Malinakova*, Zuzana Zacharova, Stanislav Standara, JaitonsSek,
Michal Hocek, Vladimir Sklertéand Radek Marek

AN ANOMALOUS COURSE OF THE REDUCTION OF 2€38X0-3,4-
DIHYDROQUINOXALIN-2-YLBENZENE DIAZONIUM SALT. A
REINVESTIGATION.

Antonin Lyka*, Iveta FrySova, Jan Slouka

QUANTIFICATION OF THE PUSH-PULL EFFECT IN TOLANS C
ALSO A RE-EVALUATION OF FACTORS AFFECTING THESC
CHEMICAL SHIFTS OF CARBON ATOMS OF THE CC TRILE
BOND.

Erich Kleinpeter* and Anja Schulenburg

BREAK



4:00 PM

4:00 PM

4:15 PM

4:30 PM

4:45 PM

5:00 PM

5:45 PM

SESSION 4

DETECTION OF POLYMORPHIC FORMS BY MEANS (BOLID-STATE
NMR SPECTROSCOPY.
Jaroslav Havliek

NMR STUDY OF DISTAMYCIN DERIVATIVES.
Foltynova J.*, Tkadlecova M., Krél V.

ONE STRUCTURAL CHANGE - BIG CONFORMATIONAL
DIFFERENCES. AN ISOMER OF FK-506.

Petr Sedmera*, Ladislav Cvak, Alexandr Jegorov,(gjka, and Bohumil
Kratochvil

BEHAVIOR OF THE NOYORI'S CATALYST UNDER TRNSFER
HYDROGENATION CONDITIONS STUDIED BY NMR.

Marek Kuzma*, Helena Pelantova, Petr Sedmera,k&r, Helena Siklova,
Libor Cerveny

RADIAL AND LONGITUDINAL PROFILES OF SIGNALUNTENSITY OF
A SINGLE TE102 RECTANGULAR CAVITY.THREEDIMENSIONAL
SURFACE PLOT FOR A POINTLIKE SAMPLE.

Milan Mazur

DINNER

7:00-9.30 PM  SCIENTIFIC INSTRUMENTSBRNO EVENING: VISIT OF “SALON

VIN CESKE REPUBLIKY*



21 NMR Valtice
Program

TUESDAY APRIL 25, 2006

9:00 AM

9:00 AM

9:15 AM

9:30 AM

9:45 AM

10:15 AM

10:15 AM

11:00 AM

11:45 AM

12:45 PM

7:00 PM

8:00 PM

SESSION 5

EFFECTS OF TRANSIENT ISCHEMIA ON RAT BRAIENERGY
METABOLISM ASSESSED BY IN VIVO®P MRS.

Baciak L.*, Horecky J., Vatiova O., KaSparova S.

NEONATAL RAT BRAIN ANOXIA DETERMINED BY IN VIVO 3P MR
SPECTROSCOPY.

Ladislav B&iak, Ivo Juranek, Michal Kaiak*, Michal Dubovicky, Svatava
KaSparova

PROTON MAGNETIC RESONANCE SPECTROSCOPY OHET
FRONTAL WHITE MATTER IN SCHIZOPHRENIA: PREVIEW AND
PRELIMINARY REPORT.

J. Dragasek, M. BittSansky*, P. Jankgw. Drimalov4, D. Dobrota
BREAK

SPONSORS

VARIAN

BRUKER

LUNCH

VISIT OF CROSS CELLAR

DINNER

VARIAN EVENING: PARTY IN WINE CELLAR



21 NMR Valtice
Program

WEDNESDAY APRIL 26, 2006

9:00 AM

9:00 AM

9:15 AM

9:30 AM

9:45 AM

10:00 AM

10:15 AM

10:45 AM

10:45AM

11:00 AM

11:15 AM

11:30 AM

11:45 AM

SESSION 6

INTERFACE NMR AND ORGANOTIN CATALYSIS.
Rudolph Willem*, Vanja Pinoie, Kevin Poelmans, Mgueé Biesemans, Ingrid
Verbruggen, Gaélle Deshayes, Philippe Degee, Plilipubois

ONE BOND'J(***sn+"1%n) COUPLING CONSTANTS IN 1,1,2,2-
TETRATBUTYL DISTANNANE DERIVATIVES.
Jan Sykora,* Katharina Decker, Michaela Flock arehk Uhlig

TIN-119 CHEMICAL SHIFT DANCE IN C,N-CHELATB COMPOUNDS.
Zdenka Padlkova, Josef Bares, AleSiRicka*

>’Fe NMR STUDY OF MAGNETIC DOMAIN WALLS IN YTTRIUM IRON
GARNET.
K. Kouril*, J.Kohout, H. Stepankova, J. Englich, @hlan

LC NMR OF COMMERCIAL PRODUCT.
Vratislav Blechta*, Jan Sykora, Milan Kurfurst, adah Schraml

BREAK
SESSION 7

NMR PARAMETERS IN RNA MOLECULES AND THEIR
CORRELATION WITH MOLECULAR STRUCTURE.
Zuzana Voké&ova*, Bohdan Schneider and Vladimir Sychrovsky

THE EFFECT OF CHEMICAL SHIFT TENSOR ASYMMETRY ON
RELAXATION BEHAVIOR OF BASE CARBONS IN NUCLEIC ACID
Pavel Kad#vek*, Radovan Fiala

THEORETICAL STUDY OF THE EFFECTS OF DNA STACKING
INTERACTIONS ON THE NMR CHEMICAL SHIFTS.
David Reha*, Vladimir Sklenar

SPIN-STATE SELECTIVE3C-DETECTED EXPERIMENTS FOR
MEASURING SCALAR AND DIPOLAR COUPLINS IN NUCLEIC A
BASES.

Radovan Fiala

CLOSING REMARKS
Jan Schraml



