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STRUKTURA 2015 - PROGRAMME

Monday, June 22
11:00-13:30 Registration
13:45 Struktura 2015 - Opening

14:00—16:00 Session I - Structural Databases
J. Hasek, B. Schneider

L1 140
JindFich Hasek

(Biotechnologicky tistav AV CR, Praha)

50 let Cambridgské strukturni databaze CSD

50 years of Cambridge Structural Database - CSD

L2

Bohdan Schneider 141
(Biotechnologicky tistav AV CR, Praha)

45 let Proteinové strukturni databanky PDB

45 years of Protein Structure Databank

L3

Jan Moncol’

(Fakulta chemickej a potravinarskej technologie STU,
Bratislava )

Vyuzitie CSD na slovenskych vysokych skolach
Use of CSD in Slovak Universities

16:00 Coffee break
16:30—-18:50 Course on groups in crystallography

small hall A
R. Kuzel, E. Dobrocka

19:00 Dinner
20:00-21.30 Course on groups in crystallography

small hall A R. Kuzel, V. Petricek

Tuesday, June 23
7:30-8:30 Breakfast

8:30—-10:30 Session II
chair: J. Hasek

8:30

L4 142
Michal Dusek

(Fyzikdlni vistav AV CR, Praha)

Systém pro spravu vzorku pomoci internetu: cesta od
jednoduché tabulky k monstru

System for sample administration with the aid of Internet: a way
from simple table to monster

9:10

LS5 145
Jifi Brynda

(Ustav organické chemie a biochemie AV CR, Praha)
Upfesnovani proteinovych struktur na vysokém rozlisent,
"lesk a bida" strukturni analyzy biomolekul
High-resolution protein structure refinement - glory and misery
of structure analysis of biomolecules

9:35

L6 145
Michal Babiak

(CEITEC - Stredoevropsky technologicky institut, MU Brno)
Sluzby centralni laboratore RTG difrakce v CEITEC-MU
v Brn¢

Services of central laboratories of CEITEC-MU Brno

L7 127
Tomas§ Klumpler

(CEITEC - Stredoevropsky technologicky institut, MU Brno)
BioSAXS CEITEC-MU v Brné

BioSAXS CEITEC-MU in Brno

10:10 Coffee break
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11. studentska pi‘ehlidka
student symposium
10:30-12:30 Session SI
chair: L: Urbanikova, B. Schneider

10:30

S1 146
Eliska Skoiepova

(VSCHT v Praze)

Rtg a NMR studia protonovaného stavu farmaceutickych
amidt

X-ray and NMR studies of protonated state of pharmaceutical
amides

10:50

S2 147
Veronika Sladkova

(VSCHT v Praze)

Farmaceutické kokrystaly a jejich aplikace

Pharmaceutical cocrystals and thei applications

11:10

S3 148
Tuliia Iermak

(PFirodovédecka fakulta JCU v Ceskych Budéjovicich)
Structural characterization of glyceraldehyde dehydro-
genase from Thermoplasma acidophilum

11:30

S4 149
Daria Malakhova

(PFtrodovédecka fakulta JCU v Ceskych Budéjovicich)
Crystallization of novel haloalkane dehalogenase DgaA
isolated from Glaciecola agarilytica NO2

11:50

S5 150
Katsiaryna Tratsiak

(PFirodovédeckda fakulta JCU v Ceskych Budéjovicich)
Structural characterization of the representative of the al-
pha/beta-hydrolase superfamily from Marinobacter sp.
ELB17

12:10

S6 150

Daniela Jamrichova

(Fakulta prirodnych vied, Univerzita ss Cyrila a Metoda v
Trnave)

Acetylesteraza CE16 z huby Hypocrea jecorina

The study of CE16 acetyl esterase from the fungus Hypocrea

Jecorina

12:30 Lunch

13:50-15:10 Session SII
chair: M. Jergel, P. Bezdicka

13:50

S7 152
Milan PSenicka

(Matematicko-fyzikalni fakulta UK, Praha)

Molekularni simulace interakci nanocastic CdS s
montmorillonitem

Molecular simulations of interactions between CdS nanoparticles
and montmorillonite

14:10

S8 153
Jakub Rozboiil

(Prirodovédecka fakulta Masarykovy univerzity v Brné)

Rtg difrakéni studium relaxace napéti v mikrokrystalech
Ge

Strain relaxation in Ge microcrystals studied by X-ray diftraction

14:30

S9 154
Dorota Kas¢akova

(Ustav anorganické chemie AV CR, Rez)

Priprava a charakterizacia nanokompozitov Fe,03/SiO,
substituovanych skandiom

Preparation and Characterization of Iron (III) Oxide Nano-

composites Substituted with Scandium

14:50

S10 154
Miroslav Soroka

(Ustav anorganické chemie AV CR, Rez)

Priprava orientovanych vrstiev Co;0,4 rozkladom Na,CoO,
Preparation of oriented Co304 films by decomposition of
Na,CoO,

15:10 Coffee break

15:25—-17:05 Session SIII
chair: M. Cernik, D. Simek

15:25

S11 155
Jiti Capek

(Fakulta jadernd a fyzikalné inZenyrska CVUT, Praha)
Urcovani zbytkového napéti v duplexni oceli béhem
termomechanického zpracovani

Residual stress determination in duplex steel during thermo-
mechanical treatment

15:45

S12 156
Monika Kucerakova

(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)
Studium textury metagabro mylonitu pomoci neutronové
difrakce

Study of texture of metagabro mylonite by neutron diffraction

© Krystalograficka spoleé¢nost



&

202 Struktura 2015 - Programme Materials Structure, vol. 22, no. 3 (2015)

16:05 18:20

S13 157 S19 162
Martin Dudr Jana Smilauerova

(Fakulta jadernd a fyzikdlné inzenyrska CVUT, Praha)
Srovnani struktury teplotné a tahové indukovaného
martenzitu v nitinolu

In-situ XRD Analysis of Nitinol under Tensile Stress

16:25

S14 158
Petr Vertat

(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)
Stanoveni koeficientu teplotni roztaznosti skandatu
vzacnych zemin pomoci rentgenové difrakce
Determination of the thermal expansion coefficients of rare-
earths scandates by X-ray diffraction

16:45

S15 159
Josef Kaslik

(Prirodovédecka fakulta UP v Olomouci)

Vysokoteplotni RTG praskova difrakce jako nastroj pro
monitorovani termicky indukovanych transformaci
B-Fe,0; v atmosfére riznych plyna

High temperature X-ray powder diffraction as a tool for monitor-
ing of thermally induced transformation of B-Fe,Oj3 in various at-
mospheres

17:05 Coffee break

17:20—18:50 Session SIV
chair: E. Dobrocka, J. Kopecek

17:20

S16 159
Petr Cejpek

(Matematicko-fyzikalni fakulta UK, Praha)

Studium struktury Heuslerovych slitin pomoci rentgeno-
vych metod

XRD study of structure of Heusler alloys

17:40

S17 160
Cinthia Antunes Correa

(Fyzikdlni uistav AV CR, Praha)

Accuracy of structure analysis of single nanocrystals by
PED

18:00

S18 161
Tereza Brunatova

(Matematicko-fyzikalni fakulta UK, Praha)

Studium teplotni stability titanatovych nanotrubek do
800 °C

Study of temperature stability of titanate nanotubes up to 800 °C

(Matematicko-fyzikalni fakulta UK, Praha)

Studium ristu ¢astic faze omega ve slitinach titanu pomoci
rentgenové difrakce

Study of w particle growth in titanium alloys using X-ray diffrac-
tion

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, June 24
7:30—8:30 Breakfast

8:30—-9:20 Session 111
chair: S. Danis, P. Bezdicka

8:30

LS8 164
Marek Kotrly

(Kriminalisticky ustav, Praha)

Zajimavé piipady z praxe Kriminalistického ustavu
Interesting examples from the practiseof Institute of Crimi-
nalistics

9:05

L9 164
Jan Drahokoupil

(Fyzikdlni vistav AV CR Praha)

Rentgenova difrakce v praxi

X-ray diffraction in practise

9:25

L10

Peter Oberta

(Rigaku Innovative Technologie Europe)
Novy difraktometr Rigaku - SmartLab3
New Rigaku diffractometer - SmartLab3

9:45
L11
News from Panalytical

10:15 Coffee break
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10:40—-12:45 Session IV
chair: S. Danis, R. Kuzel

15:30-19:00 Session Va
chair: M. Dopita, J. Drahokoupil

10:40

L12 137
Matej Jergel

(Fyzikalny ustav SAV, Bratislava)

Krystalova optika pre tvarovanie rtg zvdazku

Crystal X-ray optics for metrology and imaging

11:05

L13 166
Zdenék Matéj

(MAX 1V, Univerzita v Lundu, S’védsko)

Integrace dat z 2D detektoru pii skenovacim praskovém
difrakénim experimentu

Integration of 2D detector data in scanning powder diffraction ex-
periment

11:30

L14 133
Martina Hribova

(Ustav vyrobniho inzenyrstvi, Univerzita tomdse Bati ve Zliné)
Vliv fyzikalnich faktorti na fazovou strukturu isotaktic-
kého polybutenu - 1

The effect of some physical factors on the phase structure of
isotactic polybutene -1

11:50

L15a

Petr Mikulik

(Ustav fyziky kondenzovanych latek PFF MU Brno)

European Synchrotron User Organisation (ESUO) a portal
WayForLight.eu

12:05

L15b 168
Radomir Kuzel

(Matematicko-fyzikalni fakulta UK, Praha)

Mezinarodni rok krystalografie a aktivity Mezinarodni
krystalografické unie - IUCr

International Year of Crystallography - IYCr

International Union of Crystallography — IUCr

12:30 Lunch

13:40-15:20 Course on groups in crystallography
small hall A
V. Petricek

15:30

L16 171
Edmund Dobrocka

(Elektrotechnicky ustav SAV Bratislava)

Meranie zbytkovych népeti v silne orientovanych vrstvach
Measuring of residual stresses in strongly textured thin films

15:50

L17 172
Martin Cernik

(U.S.Steel Kosice)

Rontgenova difrakéna analyza uhlia a koksu

X-ray Diffraction Analysis of Coal

16:10

L18 174
Jaromir Kopecek

(Fyzikalni tistav AVCR Praha)

Slitiny s tvarovou paméti studované pomoci EBSD

Shape memory alloys investigated by EBSD method

16:30

L19 175
Daniel Simek

(Fyzikalni vistav AV CR, Praha)

Mikrostruktura tazené perlitické oceli a jeji obraz v rtg.
difrakei

Microstructure of drawn pearlitic steel and its image in XRD

16:50

L20 175
Marian Ceriansky

(Fyzikalni iistav AVCR, Praha)

Laserové opracovani materiala

Laser treatment of materials

17:10 Break

17:30

L21 176
Lukas Horak

(Matematicko-fyzikalni fakulta UK, Praha)

Studium (magneto-)strukturniho prechodu v tenkych
vrstvach FeRh pomoci XRD

X-ray diffraction study of the (magneto-)structural transition in
FeRh thin layers

17:50

L22 177
Tomas Roch

(Fakulta matematiky, fyziky a informatiky UK v Bratislave)
Struktirna charakterizacia heteroitruktir plynovych sen-
zorov na béaze kovovych oxidov

Structural characterization of metal oxide based gas sensor
heterostructures
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18:10 L29 185
L23 178  17:35

Robert Uhrecky Barbora Vidova

(Ustav anorganické chemie AV CR, Rez)

Orientované vrstvy SrAl;,O ptipravené metodou CSD
Oriented SrAl;;O19 thin films by chemical solution deposition
method

18:30

L24 179
Peter Vranec

(U.S.Steel Kosice)

Stanovenie fazového zloZenia aglomeratov metodou
rontgenovej difrakcie

15:30-19:00 Session Vb
chair: P. Vojtisek, J. Brynda

L25 181
15:30

Jan Moncol’

(Fakulta chemickej a potravinarskej technologie STU,
Bratislava)

Samousporiadanie mednatych karboxylatov do supra-
molekulovych dimérov a supramolekulovych sieti
prostrednictvom vodikovych vézieb

A self-assembly of copper(Il) carboxylate through H-bonds into
supramolecular structure and supramolecular networks

L26 182
16:00

Erik Rakovsky

(Prirodovedecka fakulta UK Bratislava)

Funkcionalizacia polyoxometalatov komplexami prechod-
nych kovov

Funkcionalizacia polyoxometalatov komplexami prechod-
nych kovov

L27 184
16:20

Bohdan Schneider

(Biotechnologicky tistav AVCR, Praha)

"Jemna struktura DNA" duplexu

"Fine structure" of double helical DNA

16:45 Break

L28 184

17:10

Lubica Urbanikova

(Ustav molekuldrnej biologie SAV Bratislava)

Glukoamylazy zo Saccharomycopsis fibuligera - Struktira
a stabilita

Glucoamylases from Saccharomycopsis fibuligera - struc-
ture and stability

(Ustav molekuldrnej biologie SAV Bratislava)

Aktinofagové endolyziny: bioinformaticka analyza domén
a protein-substrat interakcii

Actinophage endolysins: bioinformatic analysis of domains and
their interactions with substrate

18:00

L30 186
Radka Chaloupkova

(Prirodovédecka fakulta MU, Brno)

Vyladéni pfistupového tunelu enzymu

Fine-tuning of enzyme access tunnel for minimisation of stabil-
ity-function trade off

18:25

L31 187
Tatyana Prudnikova

(Prirodovédeckda fakulta JCU v Ceskych Budéjovicich)
Structural characterization of haloalkane dehalogenases

19.00 Assembly of the CSCA members

20:00 Dinner

Thursday, June 25
7:30—8:30 Breakfast

8:30—10:20 Session VI
chair: M. Dusek, J. Hybler

8:30

L32 188
FrantiSek Laufek

(Ceska geologickd sluzba, Praha)

Strukturni typy a anorganicka strukturni databaze

Concept of structural types in the Inorganic Crystal Structure Da-
tabase (ICSD)

9:10

L33 189
Radomir KuZel

(Matematicko-fyzikalni fakulta UK, Praha)

Moznosti uziti nové verze databdze praskovych difrak-
¢nich dat - PDF-4+, voln¢ dostupné strukturni databaze
Use of Powder Diffraction File — PDF4+, open structure data-
bases
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9:35 11:10
L34 192 136 194
Jan Rohlicek Mojmir Medura

(Fyzikélni Gstav AV CR Praha)

Reseni struktur z laboratornich pragkovych difrakénich dat
- trendy, moznosti, ptiklady

Structure solution from laboratory powder diffraction data -
trends, possibilities, examples

10:20 Coffee break

10:40—-12:30 Session VII
chair: Z. Sourek, P. Mikulik

10:40

L35

Jifi Novak
(Pokrocilé nanotechnologie a mikrotechnologie, CEITEC MU
Brno)

Rozmanitost a systematika struktur binarnich smési orga-
nickych polovodici

Diversity and systematics of structures of binary mixtures of or-

193

ganic semiconductors

(Prirodovedecka fakulta, Masarykova univerzita, Brno)
Rekonstrukce tvaru mikrokrystalu pomoci rtg
nanodifrakce na 3D multivrstvach

Reconstruction of crystal shapes by X-ray nanodiffraction from
3D multiple quantum wells

11:35

L37

Miroslav Slouf

(Ustav makromolekuldrni chemie AV CR, Praha)
Vyuziti Fourierovy transformace pfi analyze
Application of Fourier Transform to Image Analysis of Micro-
graphs II

196

11:55

L38

Milan Dopita

(Bergakademie Technical University Freiberg )
Rtg rozptyl na silné porusenych uhlikatych materialech
X-ray scattering on highly perturbed carbon nanomaterials

197

12.30 Lunch
13:30-15:30 Course on groups in crystallography

small hall V. Petricek, R. Kuzel
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