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STRUKTURA 2013 - PROGRAMME

Monday, September 9
11:00-13:30 Registration
13:45 Struktura 2013 - Opening

14:00-15:30 Course on experimental techniques

chair: J. Hasek
Vaclav Petiicek
(Fyzikalni tistav AVCR, Praha )
Principy difrakénich metod, zpracovani dat, korekce
Principles of diffraction methods, data reduction and corrections
Symmetry and determination of space group

16:00—19:00 Session I
chair: R. Kuzel

16.00

L1 59
Jan Ilavsky

(Argonne National Laboratory, Chicago, USA )
Introduction to SAXS, fundamentals, instrumentation,
applications

17.30 Break

17.40

L2

Peter Laggner

(Bruker AXS)

SAXS - Magnetic resonance (NMR/ESR) - Crystallog-
raphy. The Magic Triangle in Structural Biology

18:30

L3

Martin Cernohorsky
(Brno)

Z minulych kongrest [UCr
From past IUCr congresses

19:00 Dinner

20:00

Jan Ilavsky

(Argonne National Laboratory, Chicago, USA)
USAXS/SAXS/WAXS Instrument
Demonstration of SAXS evaluation

Tuesday, September 10
7:30—-8:30 Breakfast

8:30—10:30 Session II
chair: P. Mikulik, Z. Sourek

8:30

L4 60
Vaclav Holy

(Matematicko-fyzikalni fakulta UK, Praha)

GISAXS - teorie, experimentalni realizace, nékteré
vysledky

GISAXS — theory, experimental realization and some results

9:20

L5 61
Edmund Dobrocka

(Elektrotechnicky ustav SAV, Bratislava)

Grazing incidence X-ray diffraction: studium
hloubkového profilu chemického sloZeni

Grazing incidence X-ray diffraction: study of depth distribution
of chemical phase concentration

9:45

L6 63
Matej Jergel

(Fyzikalny ustav SAV, Bratislava )

Aplikacia malouhlového rtg rozptylu na Stadium
samousporiadania nanoCastic na rozhrani kvapalina-
vzduch

GISAXS application to a study of the nanoparticle self-assembly
at the air-water interface

10:10

L7 66
Jifi Novak

(CEITEC, Masarykova univerzita Brno )

Rust a struktura tenkych filmt organickych polovodicu:
GISAXS studie in-situ v realném Case

Growth and structure of thin films of organic semiconductors:
GISAXS study in-situ in real time

10:00-10:30 Course on experimental techniques
small hall chair: J. Hasek
Vaclav Petiicek
(Fyzikélni vistav AVCR, Praha )
Zptesnéni struktur, dvojcaténi, modulace
Structure refinement, twinning, modulation

10:30 Coffee break
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10. studentska prehlidka Neutron and X-ray diffraction study of textures of Zr-alloys
student symposium
10:50-12:40 Session I 14:00
chair: V. Holy, M.Jergel ~ ST 107
Jiri Capek

10:50

S1 96
Jiri RuZicka

(Prirodovedecka fakulta Masarykovy univerzity v Brné)
Studium manganem dopovanych topologickych izolatort
Bi,Se; a Bi,Te; pomoci rtg absorpéni spektroskopie

XAFS study of Mn-doped Bi,Se; and Bi,Tes topological insula-
tors

11:10

S2 99
Jan Endres

(Matematicko-fyzikalni fakulta UK, Praha)

Kinetické Monte Carlo simulace ristu multivrstev
kvantovych tecek Ge v amorfni matrici

Kinetic Monte Carlo simulations of growth of Ge quantum dots in
amorphous matrix

11:30

S3 101
Jakub Rozboiil

(Prirodovédecka fakulta Masarykovy univerzity v Brne)
Strukturni vlastnosti epitaxnich Ge mikrokrystal na SiC
Structural properties of epitaxial Ge microcrystals on Si

11:50

S4 102
Vaclav Vale$

(Matematicko-fyzikalni fakulta UK, Praha)

Nanocastice Fe,05/TiO, - komplexni strukturni studium
Fe,03/TiO, nanoparticles — a complex structural study

12:10

S5 104
Tereza Brunatova

(Matematicko-fyzikalni fakulta UK, Praha)

Studium struktury a teplotni stability titanatovych nano-
trubek

Study of high temperature phase of titanate nanotubes

12:30 Lunch

13:40-15:20 Session 11
chair: E. Dobrocka, M. Dopita

13:40

S6 105
Monika Kucerakova

(Fakulta jadernd a fyzikdalné inzenyrska CVUT, Praha)
Studium textur slitin zirkonia neutronovou a rentgenovou
difrakei

(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)
Analyza stavu zbytkové napjatosti texturovanych
materiald

Analysis of residual stresses in textured materials

14:20

S8 108
Kristina Richterova

(Fyzikalni tistav AVCR, Praha)

Vyzkum struktury Heuslerovych slou¢enin

Investigation of structure of Heusler compounds

14:40

S9 110
Jan Barta

(Fakulta jaderna a fyzikalné inzenyrska CVUT, Praha)
Vyznam praskové difrakce pii pfipravé oxidovych nano-
materialt

Importance of XRPD for chemical synthesis of oxide
nanomaterials

15:00

S10 111
Ivan Vétvicka

(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)
Creep textures of water-water nuclear power reactors cladding
tubes made of ZrINb alloy examined by neutron diffraction sup-
plemented by metallographic research of hydrides

15:20 Break

15:50-16:10 Session I1I
chair: B. Schneider, J. Hasek

15:50

S11 112
Jan Stransky

(Ustav makromolekuldrni chemie AVCR, Praha)
Strukturni rysy a regulaéni znaky rostlinné nukleazy TBN1
Structural features and regulatory signs of plant nuclease TBN1

16:10

S12 116
Tatsiana Holubeva

(Jihoceska univerzita v Ceskych Budéjovicich)

Isolation and crystallization of PSII from higher plants
with different content of detergent
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16:30

S13 116
Tuliia Iermak

(Jihoceska univerzita v Ceskych Budéjovicich)
Crystallization of the members of multistep signalling sys-
tem from Arabidopsis thaliana

16:50

S14 117
Oksana Degtjarik

(Jihoceskd univerzita v Ceskych Budéjovicich )

Structural characterization of the members of the multistep
signaling systemfrom 4. thaliana

17:10 Break

17:30-18:50 Session IV
chair: J. Brynda, 1. Kutd Smatanova

17:30

S15 118
Katsiaryna Tratsiak

(Jihoceskd univerzita v Ceskych Budéjovicich)

Crystal structure of haloalkane dehalogenase DpcA from
psychrophilic Psychrobacter cryohalolentis K5

17:50

S16 120
Ekaterina Tutubalina

(Jihoceska univerzita v Ceskych Budéjovicich)

Using lonic Liquids in Protein Crystallization

18:10

S17 121
Jana Pisackova

(Ustav molekuldrni genetiky AVCR, Praha )

Towards Structures Of Antibodies, Receptors and Tran-
scription Factors

18:30

S18 123
Gabriel Demo

(Narodni centrum pro vyzkum biomolekul, Masarykova
univerzita v Brné)

Krystalizace a rtg analyza beta-D-mannosidazy z
Aspergillus Niger

Crystallization and X-ray analysis of beta-D-mannosidase from
Aspergillus Niger

19.00 Dinner

20:15 Meeting of the scientific board of Czech and Slovak
Crystallographic Association and IUCr Regional Commit-
tee of the Czech and Slovak Crystallographers

20:00 Meeting of young crystallographers

Wednesday, September 11
7:30-8:30 Breakfast

8:30-9:20 Course on experimental techniques

chair: J. Hasek
L8
Jiti Kulda
(ILL Grenoble )
Rozptyl neutroni: zaklady techniky a vyuziti ve strukturni
analyze
Neutron scattering: fundamentals of technique and application in
structure analysis

9:20-10:15 Session II1
chair: J. llavsky

9:20

L9 67
Pavel Strunz

(Ustav jaderné fyziky AVCR, Rez u Prahy)

Prispévek SANS k vyvoji nekterych novych materiali
Contribution of SANS to development of new materials

9:55

L10 69
Vasyl Ryukhtin

(Ustav jaderné fyziky AVCR, Rez u Prahy)

Utilization of SANS for investigation of magnetic struc-
tures and dynamics

10:15 Coffee break

10:40—12:45 Session IV
chair: N. Ganev, M. Ceriiansky

10:40

L11 70
Vasyl Ryukhtin

(Ustav jaderné fyziky AVCR, Rez u Prahy)

SANS experiment on superplastic ceramics

11:00

L12 70
Vaclav Holy

(Matematicko-fyzikalni fakulta UK, Praha)

Rtg studium nukleace a rlstu precipitdtl omega faze v
titanovych slitinach

X-ray study of nucleation and growth of omegaphase
precitpitates in Ti alloys
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11:25

L13 71
Mojmir Meduiia

(Prirodovedecka fakulta, Masarykova univerzita, Brno)
Skenovaci rtg submikronova difrakce na 3D hetero-
epitaxnich mikrokrystalecn

Scanning x-ray submicron diffraction on 3D heteroepitaxial
microcrystals

11:50

L14 72
Zdenék Matéj

(Matematicko-fyzikalni fakulta UK, Praha)

Difraktometr Rigaku RAPID: orientovani a indexovani
velkych kompaktnich krystal v geometrii na odraz
Cylindrical image plate diffractometer — orienting and indexing
of large compact samples in reflection mode

10:40-12:10 Course on experimental techniques

small hall chair: J. Hasek
Jiti Brynda
(Ustav organické chemie a biochemie AVCR, Praha )
Proteinova krystalografie - indexace, vypocty intenzity
méfené plosnymi detektory, urceni struktury
Protein crystallography - Practical examples. Indexation,
calculation of intensities measured by area detectors, structure
determination

12:15

L15 75
Peter Oberta

(Fyzikalni iistav AVCR, Praha Rigaku Innovative
Technologie, Praha)

SAXS portfolio @ Rigaku

12.50 Lunch

14:00-15:30 Course on experimental techniques
chair: J. Hasek
14:00
Karla Fejfarova
(Ustav makromolekuldarni chemie AVCR, Praha )
Zdroje rtg zateni
X-ray sources

14:30

Tereza Skalova

(Ustav makromolekuldrni chemie AVCR, Praha )
Detektory uzivané pii méfeni pro feseni struktur
Detectors of X-rays used for structure determination

15:00

Pavlina Rezacova

(Ustav organické chemie a biochemie AVCR, Praha )
Programy pro analyzu a validaci krystalovych struktur

bilkovin
Programs for analysis and validation of protein crystal structures

15:30 Break

16:00—-18:00 Session IV-a
chair: J. Maixner, D. Simek

16:00

L16 75
Marian Ceriiansky

(Fyzikdlni tistav AVCR, Praha )

Urcovani velikosti krystalith a mikronapéti z profild
difrakénich linii

Determination of crystallite size and microstrains from powder
diffraction line profiles

16:25

L17 77
Pavla Roupcova

(VUT Brno)

Velikost castic a morfologie praskovych materialti

Particle size and morphology of powder materials

16:50

L18 77
Milan Dopita

(Bergakademie Technical University Freiberg )

Rtg rozptyl na strukturach turbostratického uhliku

X-ray scattering on turbostratic carbon structures

17:15

L19 79
Jan Filip

(Univerzita Palackého v Olomouci)

Vyuziti vysokoteplotni RTG difrakce pro pfipravu a
charakterizaci kompozitnich (nano)materialti obsahujicich
nanocastice elementarniho zeleza

Use of high-temperature X-ray diffraction for preparation and

characterization of composite (nano)materials containing
nanoparticles of elementary iron

17:40

L20 79

Anna Zorkovska

(Ustav geotechniky Kosice)

Struktirna charakterizacia mechanochemicky syntetizova-
nych polovodi¢ovych PbS nanokrystalov

Structural characterization of mechanochemically synthesized
PbS nanocrystals

15:50-18:00 Session IV-b
chair: J. Hasek, P. Rezdcovd

15:50

Tomas Koval

(Ustav makromolekuldrni chemie AVCR, Praha)
Makromolekularni stanice na synchrotronu BESSY a
XFEL

Macromolecular beamlines at synchrotrons BESSY, XFEL
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16:20

L21 82
Bohdan Schneider

(Biotechnologicky tistav AVCR, Praha)

Bioinformaticka analyza krystalovych komplext pro-
tein-DNA

Bioinformatic analysis of protein/DNA complexes

16:45

L22 82
Jifi Brynda

(Ustav organické chemie a biochemie AVCR, Praha)
Selektivni inhibitory 5’-nukleotidaz

Selective inhibitors of 5'-nucleotidases

17:10

L23 83
Ivana Kutd Smatanova

(Jihoceska univerzita v Ceskych Budéjovicich)
Krystalograficka studia vybranych halogenalkandehalo-
genas

Crystallographic studies of selected halogenalkandehalogenases

17:35

L24 84
Radka Chaloupkova

(Loschmidtovy laboratore, Ustav experimentalni biologie,
Brno)

Modification of activity, specificity and stability of
haloalkane dehalogenases by engineering of buried ha-
lide-binding sites

16.15

Pavel Strunz, Vasyl Ryukhtin

(Ustav jaderné fyziky AVCR, Rez u Prahy)
Demonstrace vyhodnoceni experimenti SANS
Demonstration of SANS evaluation

19.00 Assembly of the CSCA members

20:00 Dinner

Thursday, September 12
7:30-8:30 Breakfast

8:30-9:00 Course on experimental techniques
chair: J. Hasek
Radomir Kuzel
(Matematicko-fyzikalni fakulta UK, Praha)
Praskova difrakce, instrumentace, vyhodnoceni
Powder diffraction, instrumentation, evaluation

9:00-10:40 Session V
chair: S. Danis

9:00

L25 85
Jan Drahokoupil

(Fyzikalni ustav AV CR Praha)

Vyuziti vypocetnich metod pii studiu struktury

Use of diffraction methods for study of structure

9:25

L26 86
Lubomir Smréok

(Ustav anorganickej chémie SAV, Bratislava)

Spresnovanie Struktir z praskti minimalizaciou celkovej
energie

Structure refinement by total energy minimization

10:10

L27 88
Stjepan Prugovecki

(Panalytical)

Extending the SAXS capabilities of the multi-purpose Em-
pyrean Xray diffraction platform

10:40 Break

11:00-12:45 Session VI
chair: J. Kamenicek, J. Drahokoupil

11:00

L28 88
FrantiSek Laufek

(Ceska geologickd sluzba, Praha)

Krystalografické studium ternarniho systému Pd-Ag-Te
Crystallographic study of the ternary system Pd-Ag-Te

11:20

L29 89
Jaroslav Maixner

(VSCHT Praha)

Krystalova struktura K,HPO, z praskovych dat

Crystal structure of K,HPO,4 from powder data
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11:40

L30 90
Daniel Simek

(Bergakademie Technical University Freiberg )

Vyuziti rtg difrakce k charakterizaci pevnosti feriticko-
perlitickych oceli

Exploitation of X-ray diffraction in characterisation of C45 ferrit-
ic-pearlitic steel properties

12:00

L31 91
Jaromir Kopecek

(Fyzikalni tistav AVCR Praha)

Strukturni vyvoj v systému CoNiAl F-SMA

Structural evolution in the system CoNiAl F-SMA

12:20

L32 93
Zdenék Pala

(Ustav geotechniky Kosice)

Struktura, mikrostruktura a zbytkova napéti v boridova-
nych vrstvach oceli

Structure, microstructure and residual stresses in boride layers of
steels

11:00-12:30 Course on experimental techniques

small hall chair: J. HaSek
Jifi Brynda
(Ustav organické chemie a biochemie AVCR, Praha)
Proteinova krystalografie - indexace, vypocty intenzity
méfené plosnymi detektory, urceni struktury
Protein crystallography - Practical examples. Indexation,
calculation of intensities measured by area detectors, structure
determination

12:45 Closure
13.00 Lunch
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