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STRUKTURA 2019 - PROGRAMME

Monday, June 10
11:00-13:30 Registration
13:45 Struktura 2019 - Opening

14:00-16:05 Session I
P. Bezdicka, F. Laufek

14:00

L1

Zdenék Matéj 131
(MAX IV Lund, Sweden)

Crystallographic software on malleable hardware

14:30

L2

Jiti Hybler 132
(Fyzikalni iistav AV CR, Praha)

Co je nového v polytypismu cronstedtitu

What's new in the polytypism of cronstedtite

14:55

L3

Michal Curda 133
(Ceskd geologickd sluzba, Prirodovédeckd fakulta UK)
Mineralogicka analyza vzorki z loziskové prospekce v
CR pomoci rtg praskové difrakce

Application of powder X-ray diffraction for heavy mineral
prospection in the Czech Republic

15:20

L4

Elen Duverger Nedellec 134
(Matematicko-fyzikalni fakulta UK, Praha)

Crenel or not crenel: what is the function?

15:45

L5

Adrien Chauvin 134
(Matematicko-fyzikalni fakulta UK, Praha)

Structural analysis of nanoporous gold obtain by
dealloying

16:05 Coffee break

16:30—18:10 Session II

M. Pospisil, J. Moncol

16:30

L6

Michal Hu$ak 136
(VSCHT Praha)

Vyuziti DFT vypocta pro lokalizaci vodikll v ramei
feSeni struktury z prasku

The use of DFT calculation for salt-cocrystal distinguishing

16:55

L7

Jan Rohli¢ek 137
(Fyzikalni vistav AV CR, Praha)

Studium desolvatace organickych latek

Study of desolvatation of organic compounds

17:20

L8

Juraj Cernak 138
(Ustav jaderné fyziky AV CR, Rez)

Solvatomorfizmm komplexov niklu(Il) s ligandy typu
salen

Solvatomorphism of nickel(II) complex with salen-type ligand

17:45

Radomir Kuzel, Ivana Kuta Smatanova 176
25. kongres IUCr v Praze, CTFC workshop a schtize
mezinarodniho programového vyboru

25th IUCr congress in Prague. CTFC workshop and IPC meet-
ing

18:10 Discussion

19:15 Dinner

20:00-21:00
Discussion
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Tuesday, June 11
7:30-8:30 Breakfast

8:30—10:00 Session III
chair: J. Cerndk, P. Vojtisek

8:30

L9 139
Erik Rakovsky

(Prirodovedecka fakulta UK Bratislava)

Prakticka vyuka chemickej krysStalografie s vyuzitim
Olex2

Hands-on chemical crystallography course using Olex2

8:55

L10

Jan Moncol’ 139

(Fakulta chemickej a potravinarskej technologie STU Bratislava)
Vyuzitie programovych balikov CSD databazy pri vyuke
Studentov v ramci predmetu Laboratorium difrakénych
metod

Use of program packages in CSD database for teaching

9:20

CL1

Radomir KuZel

(Matematicko-fyzikalni fakulta UK, Praha)

New Crystal Maker X for crystal structure visualization,
simulation of diffraction n patterns.

9:40

CL2

Peter Oberta
(Rigaku)

Rigaku News 2019

10:00 Coffee break

10:30-12:40 Student session I
chair: J. Hasek, J. Brynda

10:30

SL1 162
Barbora Kasc¢akova

(PFtrodovédeckd fakulta JCU Ceské Budéjovice)

Molekularné biologicka a strukturni studie virovych pro-
teini

Avian orthoreovirus protein - molecular biological studies

10:50

SL2 163
Anastasiia Shaposhnikova

(Prirodovédeckd fakulta JCU Ceské Budéjovice)

Experimental and computational investigations of the hu-
man system PAPSSynthase

11:20

SL3 163
Petra Havlickova

(Prirodovédeckd fakulta JCU Ceské Budéjovice)

Strukturni a funkéni studia HAD fosfatazy Tt82 z Thermo-
coccus thioreducens

Structural and functional studies of HAD phosphatase Tt82 from
Thermococcus thioreducens

11:40

SL4 164
Andrii Mazur

(Prirodovédecka fakulta JCU Ceské Budéjovice)

Preliminary crystal structure analysis of serpin 4 from tick
Ixodes ricinus

12:00

SL5 164
Filip Melicher

(Stredoevropsky technologicky institut, MU Brno)

Strukturni charakterizace lektintt z rodu Photorhabdus
asymbiotica

Structural insight into lectins from Photorhabdus asymbiotica

12:20

SL6 165
Martin Maly

(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)
Optimalizace vypocetnich procedur makromolekularni
krystalografie

Estimation of diffraction limit using paired refinement

12:45 Lunch

14:00—15:40 Student session II
chair: D. Simek, M. Dopita

14:00

SL7

Karel Trojan 166
(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)
Studium realné struktury laserovych navart oceli

Study of the real structure of the laser-cladded steel

14:20

SL8

Petr Vertat 167
(Fakulta jadernd a fyzikalné inZenyrska CVUT, Praha)
Tepeln¢ indukované zmény v modulované struktuie 10M
NisoMny;Gay,Fe; martenzitu

Thermally induced changes in modulated structure of 10M
NisoMn,7Gay,Fe; martensite
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14:40

SL9

Jiri Capek 169
(Fakulta jadernd a fyzikdlné inZenyrska CVUT, Praha)
Srovnani valcovacich textur dvojfazovych a
jednofazovych oceli

Comparison of the rolling texture of particular phases of
dual-phase steel with single-phase steels

15:00

SL10

Miroslav Lebeda 170
(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)
Krystalova struktura a vlastnosti SrTi;.\Mn,O; perovskitu
- od vypocti k experimentim

Crystal structure and properties of SrTi; xMnyO3 perovskites —
from calculations to experiments

15:20

SL11

Tomas Ciz 171
(Prirodovédecka fakulta MU, Brno)

Strukturni studia perovskitovych tenkych vrstev a
multivrstev

Structural analysis of perovskite thin films and multilayers

15:40 Coffee break

16:10—18:00 Student session III
chair: E. Dobrocka, P. Capkova

16:10

SL12

Tereza Kretkova 172
(Matematicko-fyzikalni fakulta UK, Praha)

Thermal evolution and microstructure of gas aggregation
cluster source produced metal nanoparticles

16:30

SL13 173
Milan PSenicka

(Matematicko-fyzikalni fakulta UK, Praha)

Strukturni analyza podvojnych vrstevnatych hydroxida
interkalovanych lé¢ivy metodami klasické molekularni
dynamiky a DFT

Structural analysis of clay minerals intercalated with drugs solved
by classical molecular dynamics and DFT methods

16:50

SL14 174
Jakub Skoda

(Matematicko-fyzikalni fakulta UK, Praha)

Study of arrangement of intercalated organic species
within layered materials by molecular simulation methods

17:10

SL15 175
Petr Dolezal

(Matematicko-fyzikalni fakulta UK, Praha)

Bound state of crystal electric field excitation and a phonon
in CePd2A12

18:00 Discussions

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

Wednesday, June 12
7:30-8:30 Breakfast

8:30—10:45 Session IV
chair: B. Schneider, N. Ganev

8:30

L11 141
Jindfich Hasek

(Biotechnologicky ustav AV CR, BIOCEYV, Vestec)

Princip dominantniho adhezniho médu vysvétluje pro¢
porezni materialy zlepsuji krystalizaci biologickych
makromolekul

Principle of dominant adhesive mode explains why porous mate-
rials improve crystallization of biological macromolecules

8:55

L12 142
Ivana Kutd Smatanova

(Prirodovédeckd fakulta JCU Ceské Budéjovice)

Rozdily v krystalizaci halogenalkan dehalogenas
Differences in crystallization of various haloalkane dehalo-
genases

9:15

L13 142
Jifi Brynda

(Ustav organické chemie a biochemie AVCR, Praha)
Orientované vlastnosti fluorogennich kofaktort v kontextu
krystalové struktury

Directionality of dipoles of fluoregen cofactors in context of crys-
tal structure

9:35

L14 143
Petr Kolenko

(Fakulta jadernd a fyzikalné inzenyrska CVUT, Praha)

Vyvoj software pro makromolekularni krystalografii
Software Development for Macromolecular Crystallography
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9:55

LI15 143
Jan Stransky

(Biotechnologicky tistav AV CR BIOCEV, Vestec)

Malouhlovy rtg rozptyl na biologickych vzorcich s uzitim
laboratornich zdrojt

Small angle X-ray scattering of biological samples with labora-
tory equipment in BIOCEV

10:15

CL3 144
P. M. Worsch

(Anton Paar)

Rheology and SAXS in one go with a laboratory SAXS
system - method and applications

10:40 Coffee break

11:10-13:00 Session V
chair: R. Kuzel

11:10

CL4

Boris Mi¢

(Mérici technika Morava)
Novinky firmy Bruker
Bruker news

11:30

CL5

Jaroslav Maixner

(VSCHT Praha)

New developments in microfocus sources for
X-ray diffractometry

11:50

CL6

Stjepan Prugovecki
(Malvern Panalytical)
Panalytical news

12:10

Jiti Kulda

(ILL Grenoble)

Nase ¢lenstvi v ILL
Our membership in ILL

12:25

Petr Mikulik

(Prirodovédecka fakulta MU, Brno)

ESUO - European Synchrotron User Organisation

13:00 Lunch

14:30 Discussion
15:30 Coffee Break

16:15-18:15 Session VI
chair: Z. Sourek, P. Mikulik

16:15

L1e6 145
Matej Jergel

(Fyzikalny ustav SAV Bratislava)

Pentacen na grafenu studovany pomoci in-situ GISAXS a
GIWAXS

Pentacen growth on graphene studied by in situ GISAXS and
GIWAXS

16:40

L17 148
Edmund Dobrocka

(Elektrotechnicky vustav SAV Bratislava)

Rtg difrakéna analyza epitaxnych vrstiev s hibkovo
zavislym zlozenim

X-ray diffraction analysis of epitaxial layers with depth-depend-
ent composition

17:05

L18 151
Ondrej Caha

(Prirodovédecka fakulta MU Brno)

Home assembled X-ray instrumentation: rocking curve im-
aging, standing wave fluorescence

17:30

L19 152
Tomas Roch

(Fakulta matematiky, fyziky a informatiky UK v Bratislave)
Vliv substratu na pfednostni orientaci vrstev NbN

Impact of substrate on preferential orientation of NbN thin layers

17:55

L20 153
Esther de Prado

(Fyzikalni vistav AVCR)

Hybrid multiple diffraction

18.30 CSCA Assembly

20:00 Dinner

© Krystalograficka spoleé¢nost



182  Struktura 2019 - Programme

Materials Structure, vol. 26, no. 3 (2019)

Thursday, June 13
7:30-8:30 Breakfast

8:30—10:10 Session VII
chair: Z. Matej, J. Maixner

8:30

L21 155
Jiti Kulda

(ILL Grenoble)

Co se skryva v pozadi braggovské difrakce aneb Difuzni
rozptyl a PDF analyza, nejen s neutrony

What is hidden in the background of Bragg diffraction. Diffuse
scattering and PDF analysis not only with neutrons

9:00

L22 155
Petr Bezdicka

(Ustav anorganické chemie AV CR)

Kolik tam toho je? Aneb tézkosti kvantitativni fazové ana-
lyzy

How much is in there? Or, the difficulties and issues surrounding
the quantitative phase analysis

9:25

L23 156
Josef Kaslik

(Prirodovédecka fakulta UP Olomouc)

Vyuziti vysokoteplotni RTG praskové difrakce pro stu-
dium pfipravy materiald vyuzitelnych v environmentalnich
aplikacich

Utilization of high temperature X-ray powder diffraction for
study of preparation of nanomaterials for environmental applica-
tions

9:50

L24 157
Pavla Capkova, Petr Ry$anek

(Prirodovédecka fakulta UJEP, Usti nad Labem)

Krystalizace polymernich nanovlaken v nanospideru
Crystallization of polymer nanofibers in nanospider

10:15 Coffee break

10:45-12:15

chair: L. Hordk, D. Simek
10:45
L25 157
Jaromir Kopecek
(Fyzikalni ustav AVCR)

Spark plasma sintered alloys FeAl,,Siy, with ternary addi-
tions - microstructure and phase composition

11:10

L26 158
Marian Ceriiansky

(Fyzikalni ustav AVCR)

Velikost ¢astic a poloha difrakénich linii

Crystallite size and position of diffraction lines

11:35

L27 160
Jan Drahokoupil

(Fyzikalni tistav AVCR)

Iontova implantace titanovych slitin

Iont implantation of titanium alloys

12:00 Closing remarks

12.10 Lunch
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