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20" NMR Valtice
Program

MONDAY APRIL 4, 2005

2:00 PM

2:10 PM

2:25 PM

2:40 PM

2:55 PM

3:10 PM

3:25 PM

3:40 PM

3:55 PM

OPENING REMARKS
Jan Schraml

SMALL LONG-RANGE JSi-O-*C) COUPLINGS AS ANS
CHEMICAL SHIFT ASSIGNMENT TOOL.

Jan SykoraVratislav Blechta, Ctinova Petra, Ludmila Soukupova, Jan
Schraml

MULTINUCLEAR NMR STUDY OF TRIORGANOTIN(IVESTERS OF
4-KETOPIMELIC ACID.
Jan Chalupa, fiBrus, Antonin Lyka, Jaroslav Hotiek, AleS RiZzicka

MULTINUCLEAR NMR SPECTROSCOPY APPROACH TOGDY OF
SOLUTION STRUCTURE OF ORGANOTIN(IV) FLUORIDES.

Petr Novak Zdaika Padlkova, Josef BareS; Milan Nadvornik, AlegdZkka,
Jaroslav Holéek

15N SOLUTION AND SOLID PHASE NMR STUDIES OF
6-MERCAPTOPURINES AND THEIR Pd(ll), Pt(Il) COMPLEES.
Leszek Pazderskiwona takomska, Andrzej Wojtczak, Edward Szhydzy
Sitkowski, Lech Kozerski, Bohdan Kamiki, Wiktor Kazminski, Jaromir
TouSek, Radek Marek

NMR STUDY OF THYMINE-CONTAINING PYRROLIDINE
NUCLEOTIDE ANALOGUES.
Radek PohlPetr K&alka, Dominik Rejman and Ivan Rosenberg

TAUTOMERIC EQUILIBRIA OF PURINE DERIVATIVESTUDIED BY
LOW-TEMPERATURE NMR SPECTROSCOPY AND QUANTUM
CHEMICAL CALCULATIONS.

Pavlina S&karova Radek Marek, Jaromir TouSek, Michal Hocek, Erkki

Kolehmainen, Vladimir Sklenta

NMR STRUCTURE DETERMINATION OF NEW DITERPHEN
IN SEXUAL GLANDS OFNasutitermitinae (Isoptera, Termitidae).
Milo§ BudiSinsky Irena Valterova, Christian Bordereau

NEVER-ENDING STORY OF ERGOT ALKALOIDS: A NN
CONTRIBUTION.

Marek Kuzma Petr Sedmera, Helena Pelantova, Jiri Faustmatislav
Cvak, Alexandr Jegorov



4:10 PM BREAK

4:30 PM THEPUSH-PULL EFFECT IN SUBSTITUTED OLEFINES — ESTIMATION
AND QUANTIFICATION.
Erich Kleinpeter Sabrina Klod

4:45 PM POLYMORPHISM OF BILE ACID DERIVATIVES STUMD BY
POWDER AND SINGLE CRYSTAL X-RAY DIFFRACTOMETRY, AND
CALCULATED DFT/GIAO AND EXPERIMENTAL C CP/MAS NMR
CHEMICAL SHIFTS. PRELIMINARY RESULTS.

Elina SievanenArto Valkonen, Manu Lahtinen, Suvi Kaikkonen, Erk
Kolehmainen

5:00 PM DETERMINATION OF N-H...N HYDROGEN BOND STRENKH BY
ANALYZING ™N CHEMICAL SHIFT TENSOR AND ELECTRON
DENSITY.
Radek MarekJaromir TouSek, diBrus, Jaromir Marek, Zdék Travniek,
Vladimir Sklen&

5:15 PM SELECTIVE MEASUREMENT OF HETERONUCLEA-°C DIPOLAR
COUPLINGS IN MOTIONALLY HETEROGENEOUS
SEMICRYSTALLINE POLYMER SYSTEMS.

Jifi Brus Martina Urbanova

5:30 PM BREAK

6:00 PM SOLID STATE®C NMR AND DFT QUANTUM-CHEMICAL STUDY OF
POLYMER ELECTROLYTE POLY(2-ETHYL-2-OXAZOLINE)/AgCESQ:.
Jiti Spgvagek, Jiii Brus, Jii Dybal, Yong Soo Kang

6:15 PM RELAXATION BEHAVIOUR OF SOLVENT MOLECULES DRING THE
PHASE SEPARATION IN POLY(VINYL METHYL
ETHER)/WATER/ETHANOL SOLUTIONS.

Jan Labutal enka Hanykova, Jan LangfiJspivacek

6:30 PM TIME EFFECT ON THERMOTROPIC PHASE TRANSITNGN
AQUEOUS POLYMER SOLUTIONS.
Larisa Starovoytovd,enka Hanykova, di Spivacek

6:45 PM SELF-DIFFUSIONAL PROPERTIES OF GENETICALLENGINEERED
ELASTIN-LIKE MODIFIED POLYPEPTIDES.

D. Kurkovg J. Kz, J. C. Rodriguez-Cabello, M. Alonso
7:00 PM DINNER

8:00 PM GET-TOGETHER PARTY IN WINE CELLAR SPONSORHY VARIAN



20" NMR Valtice
Program

TUESDAY APRIL 5, 2005

8:30 AM

8:45 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

APPLICATION OF COGWHEEL PHASE CYCLING IN MUTI-
DIMENSIONAL BIO-MOLECULAR NMR.
Norbert Muller Wolfgang Schofberger, Gerhard Zuckerstatter

STRUCTURAL REFINEMENT OF PARAMAGNETIC PROTHS USING
HyCq DIPOLE-DIPOLE AND H,-CURIE SPIN RELAXATION CROSS-
CORRELATION EFFECTS.

V.N. Sivanandamirena Matecko, Lukas Trantirek, Wolfgang Schofeer
Guido Pintacuda, Norbert Mdller

STRUCTURE CALCULATION OF THE WILD TYPE MATRK PROTEIN
OF MASON-PFIZER MONKEY VIRUS.
Jiti Vlach, Jan Lipov, Tomas Ruml, Richard Hrabal

AFFECT OF CYSTEINES ON THE ACTIVITY AND STRCTURE OF
2 kbDa FORM OF M-PMV PROTEASE.
Richard HrabalHelena Bauerovd, AleS Svatos, Iva Pichova

13C-DETECTED EXPERIMENTS FOR NUCLEIC ACIDS.
Radovan Fiala

SUGAR PUCKER MODULATES THE CROSS-CORRELADE
ELAXATION RATES ACROSS THE GLYCOSIDIC BOND IN DNA.
Vladimir Sychrovsky, Norbert Miller, Bohdan Schresidvilko Smrecki,
Vladimir Spirko, Jiri Sponer, Lukas Trantirek

SOLUTION STRUCTURES OF SMALL MOLECULES FRORESIDUAL
DIPOLAR COUPLINGS.
Tran N. Pham, David W.H. Rankin, DuSan Uhrin, Tibimtaj

APPLICATION OF THE MODEL FREE APPROACH TGDW
MOLECULAR WEIGHT SYSTEMS WITH HINDERED INTERNAL
ROTATION: CINNAMOYLMESITYLENE.

Pavletta Denkovavalentin Dimitrov, Snezhana Bakalova, Jose Kaneti
Krassimir Danov

BREAK

NMR SPECTROSCOPIC TOOLS TO IDENTIFY TRANSON STATES
OF SUBSTRATES IN CHEMICAL AND BIOCATALYSED REACTIOR.
Lothar Brecker




11:15 AM

11:30 AM

11:45 AM

12:00 PM

12:15 PM

12:30 PM

12:50 PM

1:10PM

2:30 PM

7:00 PM

8:00 PM

SATURATION TRANSFER DIFFERENCE NMR TO CHAXCTERISE
BINDING OF SUBSTRATES AND PRODUCTS TO BIOCATALYSTS.
Catrin Tyl Lothar Brecker, Grit Straganz, Walter SteinemrigeNidetzky

DETERMINATION OF'C KINETIC ISOTOPE EFFECTS AT NATURAL
ABUNDANCE BY NMR SPECTROSCOPY.
Marion Kdgl, Catrin Tyl, Regina Kratzer, Bernd Nidetzky, LaotlBrecker

REVCENT RESULTS IN NMR SPECTROSCOPY OF HEENES.
D. Samanl.G. Stara, I. Stary, P. Sehnal, Z. AlexandravaJliSek

NMR AND X-RAY STUDIES OF COUPLING PRODUGTOF SOME
ENAMINONI%S WITH DIAZONIUM SALTS
A. Ly¢ka, P. Simiinek, M. PeSkova, V. Machék, V. Bertolasi, A. Koloriny

PROGRESS IN VARIABLE FIELD NMR RELAXOMETRY
S. Sykora G.M. Ferrante

VARIAN

BRUKER

LUNCH

CONFERENCE TRIP TO MIKULOV
DINNER

MEETING OF THE NMR DISCUSSION GROUPS — REHSHMENT
SPONSORED BY BRUKER AND SCIENTIFIC INSTRUMENT BRNO



20" NMR Valtice
Program

WEDNESDAY APRIL 6, 2005

8:30 AM

8:45 AM

9:00 AM

9:15 AM

9:30 AM

9:45 AM

10:00 AM

10:15 AM

10:30 AM

11:00AM

PLANAR SAMPLE GEOMETRY IN MAGNETIC RESONANE
SPECTROSCORPY.

Milan Mazur

FULLY AUTOMATIC FIRST-ORDER MULTIPLET ANALYSIS
(FAFOMA).
Nikolay G. Vassilev

NMR SPECTROSCIPIC AND COMPUTATIONAL INVESGATIONS ON
TRIMETHYLSILYL- SUBSTITUTED GROUP 14 ELEMENT ALKALI
DERIVATIVES.

R. FischerJ. Fischer, M. Flock, J. Baumgartner, C. MarschiReUhlig

(H-?°Si) gHMQC LC NMR EXPERIMENT §
Vratislav BlechtaJan Sykora, i Hetflej$, Stanislav Sabata and Jan Schram|

CONFORMATIONAL STUDY OF CALIX[4]PHYRINS.
Hana Dvdakova Markéta Bernatkova, Bruno Andrioletti, Viadimird, Petr
Bour

FLIP-FLOP MOTION OF CIRCULAR HYDROGEN BONBRRAY IN
THIACALIX[4]AREVNE.
Jan LangKatdina Setkova, Veronika Deckerova, Pavel Lhotal,Qzernek

SELECTIVE RECEPTORS FOR AN ION PAIR BASEIN
CALIX[4]ARENE.
Petra Ciéinov§ Jan Budka, Gu Rong, Wim Dehaen, Jan Schraml|

INVESTIGATION OF CATION COMPLEXATION BY MACROCYCLIC
ETHERS USING"™C NMR SPIN-LATTICE DIPOLAR RELAXATION
TIME MEASUREMENTS.

Matthias Heydenreigl¢akil Erk, Erich Kleinpeter

BREAK

SOLID STATE NMR SPECTROSCOPY OF THE ADENOSINE-5
TRIPHOSPHATE-DISODIUM AND QUANTUM MECHANICS
CALCULATIONS.



11:15 AM

11:30 AM

11:45 AM

12:00 PM

12:15 PM

12:30 AM

12:45 PM

Wolfgang SchoefbergeKarunesh Arora, Rajeev Kumar, Wen Ling, Alexej
Jerschow

57Fg NMR IN PURE AND SUBSTITUTED MAGNETITE.
H. S€pankova E. Gamaliy, V. Chlan, J. Kohout, J. Englich, V8K,
V. A. M. Brabers

HYPERFINE INTERACTIONS IN LUTETIUM IRON GRNET -
EXPERII\/IENT AND THEORY.
V. Chlarf, H. Stpankov P. NovaR, J. Englicfi, D. Niziansky

CREATINE KINASE ACTIVITY IN THE RAT BRAINUNDER
CONDITION CHRONIC HYPERTENSION: AN ANIMAL MODEL

S. Ka3parova, L. Baak, V. Mlynarik, S. Zbyi, V. Belan, T. Liptaj

1-H/13-C HETERONUCLEAR POLARISATION TRANER (INEPT) IN
HUMAN CALF MUSCLE
Albrecht |. Schmid Ewald Moser, Martin Krssak, Michael Roden

DOES GABA HAVE A DIFFERENT ROLE INRICHODERMA VIRIDE
AND SACCHAROMYCES CEREVIS AE?
Michal Kalinak, Katarina Majernikova, Tibor Liptaf,udovit Varéka

HIGH SPATIAL RESOLUTION SPECTROSCOPIC IMAGG OF
INTRAMYOCELLULAR LIPIDS IN HUMAN CALF MUSCLE
M. Chmelik S. Gruber, E. Moser, M. Roden

CLOSING REMARKS
Jan Schraml



