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PROGRAMME

Thursday, March 16
13:00 - 15:00 Registration

15:10 - 15:15 Introductory remarks

15:15-16:30 Lecture session I, chairman: V. Sychrovsky
L1 p-3
Tomas Obsil

Regulation by molecular interference: How 14-3-3 protein
controls activity of forkhead transcription factor FOX04
L2 p.4
Karel Bezouska

Optical spectroscopy, mass spectrometry and NMR are es-
sential tools in the production of soluble receptors of natu-
ral killer cells

L3 p.5
Jiri Vliach

A single-point mutation of M-PMV matrix protein causes
reorientation of protein domains and changes the pheno-
type of the virus

L4 p.5
Zuzana Vokacova

NMR parameters in RNA molecules and their correlation
with molecular structure

16:30 - 17:00 Coffee break

17:00 - 18:00 Plenary lecture I, chairman: V. Sychrovsky
PLI p.6
Viadimir Sklenai

BioNMR: Contemporary Trends, Challenges, and Future
Prospects

18:30 - 22:30 Banquet

Friday, March 17
7:00 - 8:45 Breakfast

9:00 - 10:00 Plenary lecture II, chairman: D. Stys

PL2 p.6
Viadimir Baumruk

Methods of optical spectroscopy for structural biology

10:00 - 10:20 Coffee break

10:20 - 12:00 Lecture session II, chairman: D. Stys

L5 p.6
Jan Florian

DNA replication fidelity: Theory and experiment

L6 p.7
Pavel Macek

Molecular dynamics study of major urinary protein-
pheromone interactions: A structural model for ligand in-
duced flexibility increase

L7 p.7
Jiri Sebek

MD and Ab Initio Modeling of Electronic Spectra of

N-methylacetamide and Peptides in Water Solutions

L8 p.8
Peter Flecker
Molecular Modelling studies with Bowman Birk inhibitors
L9 p.8
Michal Husak

The use of GPU based calculations in structural biology
L10 p.9
Patrik Florek

Bacterial programmed cell death - genetical, biochemical,
and structural insight

12:15 - 14:00 Lunch

14:15 - 15:00 Plenary lecture I11, chairman: B. Schneider
PL3 p-10
Rudiger Ettrich

Molecular systems biology: Molecular simulations of pro-
teins and their complexes

15:00 - 15:15 Coffee break

15:15 - 16:55 Lecture session III, chairman: B. Schneider
L11 p. 10
Matéj Lexa

The accuracy of domain boundary detection in proteins
based on segment co-occurence compared to other meth-
ods

L12

Peter Palencar
Crystal structure of photosystem II from Thermosyne-
chococcus elongatus refined and studied by molecular dy-
namics
L13

Jiri Brynda
From non-peptide towards non-carbon protease inhibitors:
metallacarboranes as specific and potent inhibitors of HIV
protease
L14

p. 11

p. 12

p. 13
Structural studies of galectin-4 N-terminal domain in com-
plex with lactose
L15
Daniel Svozil
DNA Conformational Families

p-13

16:55 - 17:15 Coffee break

17:15 - 18:00 Plenary lecture IV, chairman: B. Schneider
PL4 p.- 14
Ji¥i Sponer

Structure and dynamics of RNA and DNA. Advanced com-
putational studies

18:30 - 19:30 Dinner

19:45 - 22:00 Poster session
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Saturday, March 18
7:00 - 9:10 Breakfast

9:15 - 10:15 Plenary lecture V, chairman: J. Brynda
PL5

Jan Dohnadlek

Structure elucidation by diffraction methods - contribution
to structural biology

p.- 14

10:15 - 10:30 Coffee break

10:30 - 11:50 Lecture session IV, chairman: J. Damborsky
L16 p. 15
Zbynék Prokop

Discovery of Stereoselective Haloalkane Dehalogenase:
New Tool for Assymetric Synthesis

L17

Tomdas Mozga
Structure-enantioselectivity relationships of haloalkane
dehalogenases

L18

Radka Chaloupkova
Physical variables as a control of enzyme stereoselectivity
L19 p. 17
Tana Chrobdkova

Engineering of enantioselective haloalkane dehalogenase
by cumulative mutagenesis
L20

Martin Klvana

Modelling of Product Release and Identification of Export
Routes in Haloalkane Dehalogenase DhaA

p- 16

p. 17

p. 18

11:55 - 12:00 Concluding remarks
12:15 - 14:00 Lunch

POSTERS

P1 p- 20
M. Haeubl

Expression and Purification of apo-Micro-Myoglobin and
its Reconstitution to the Heme binding Micro-Myoglobin

P2 p- 20
K. Hofbauerova

Human protein CD69 studied by combination of vibra-
tional spectroscopy and molecular

P3 p- 21
E. Chovancova
Evolution of haloalkane dehalogenase protein family

P4 p- 22
P. Jerabek:

Computer-Assisted Design of Fluorescent Probes for Sol-
vent Relaxation Experiments

P5 p-23
A. Jesenska

Mycobacteria as a source of haloalkane dehalogenases:
Identification of the catalytic pantad within the structure of
DhmA from Mycobacterium avium N85

P6 p-23
V. Kopecky

Behavior of the human a;-acid glycoprotein in water—low
aliphatic alcohol systems

P7 p. 24
I Kuta Smatanova

Crystals of photosystem II core complex from Pisum
sativum

P8 p- 25
M. Kuty

Photosynthetic reaction centre and chlorosomal pigments,
a computational study

P9 p. 26
M. Lapkouski

Overexpression, purification and crystallization attempts
of the recombinant R subunit EcoA/

P10

P. Mader
Stabilization of antibody structure upon binding epitope
peptide: x-ray, microcalorimetry and molecular dynamics
study

p. 26

P11 p. 27
L. Marsalkova

Temperature dependence of human a;-acid glycoprotein
behavior induced by mixed solvents and acid pH

P12

V. Martinek
Theoretical investigation of the effects of mutations of the
charged amino acids on the dissociation and rate constants
for the DNA replication by human DNA polymerase b

p. 28

P13 p. 28
M. Monincova
High-throughput characterization of enzymes from

genomic and proteomic projects: — Multivariate statistical
approach

P14

V. Mrazikova
Structural study on C-terminus of the vanilloid receptor
TRPV1

p- 29

P15
M. Ndlezkova
NMR study of protein CD69

p-30
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P16

M. Navratil
Preparation of antennary oligosaccharide ligands from
ovomucoid and their binding to CD69 receptor

p- 30

P17

P. Novak
PAIN: Program for Analysis of Internal motion. An Appli-
cation to MD Simulated Motions of Major Urinary Pro-
tein-I

p- 31

P18

V. Obsilova
14-3-3 protein changes conformation of nuclear localiza-
tion sequence of forkhead transcription factor FOX04

p- 31

P19

P. Pavelcikova
SpolIS components of Bacillus subtilis programmed cell
death

p- 32

P20

A. Pavelkova
Structural study of Thermoplasma acidophilum protein
TA1019 by NMR spectroscopy

p- 33

P21 p.33
N. Pavlendova

Characterization and crystallization of proteins involved in
control of cell division and chromosome segregation in Ba-
cillus subtilis

P22

J. Precechtélova
MD/DFT study of environmental effects on *'P chemical
shift tensors in B-DNA

p- 34

P23

A. Samad
Structural study on the N-terminus of the vanilloid receptor
TRPV1

p- 34

P24

A. Samad
Optimization of Protocol for Identifying Novel Genes for
Structural Study

p. 36

P25

Z. Sovovd
Structure and Dynamics of the N-terminal Loop Region of
PsbQ from Photosystem II of Spinacia oleracea studied by
the Means of Molecular Modeling and Vibrational Spec-
troscopy

p. 36

P26

V. Sychrovsky
Correction to NMR parameters via averaging over the mo-
lecular motion

p. 37

P27
L. Simunova
Nucleotide binding induces conformational changes appar-
ent on the Na'/K "-atpase large cytoplas mic loop

p. 37

P28

D. Stys
Molecular basis of a lipid-PsbH protein interaction: a struc-
tural and “ab-initio” computational study

p. 38

P29

K. Surdovd
Protein-protein interactions during early sporulation events
in Bacillus subtilis

p. 38

P30

1. Tomcova
Structural study on crystal of heme binding protein from
photosynthetic anaerobic bacterium Thiocapsa roseoper-
sicina

p. 39

P31 p. 40
L. Trantivek

Structural non-rigidity of hetero-aromatic bases in nucleic
acids

P32 p. 41
S. Trantirkova

In-cell NMR in Leishmania tarentolae

P33 p- 41
B. Uhndkova

Purification and preparation of antibody scFv TU20 p 643
and p 745 for crystallization and determination structure by
X-ray

P34

O. Vanék
Structural studies of ligand binding of natural killer cell re-
ceptor protein CD69

p.- 42

P35

J. Wolfova
Combination of X-ray diffraction analysis and limited pro-
teolysis used in structural study of flavoprotein WrbA

p. 43

P36

P. Palencar

Refined structural model of photosystem II from
Thermosynechococcus elongatus, structural changes in
reaction centre upon light induced oxidation of active ac-
cessory chlorophyll and reduction of active pheophytin

Vth Discussions is organized with financial help of
CASTECH under the project number 21711C3028 jointly fi-
nanced by the EU program INTERREG 1114 and the Czech
government.
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