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STRUKTURA 2012 - PROGRAMME

Monday, June 11
11:00-13:00 Registration

13:45 Struktura 2012 - Opening , a short tribute to
ing. J. Marek

14:00—15:30 Session I
chair: Z. Sourek

14.00

L1 80
Stanislav Dani§

(Matematicko-fyzikalni fakulta UK Praha )

100 let rtg difrakce

100 years of X-ray diffraction

14.45

L2 65
Radovan Cerny

(Laboratoire de Cristallographie, University of Geneva)
ReSeni struktur z praski

Structure solution from powder diffraction

15:30 Coffee break

16:00—19:00 Session A
chair: I Cisarova, P. Vojtisek

16:00

SL-Al 92
Jaroslav Maixner

(VSCHT Praha)

Krystalografické studium 10-arylflavinu

X-ray single crystal studies of 10-arylflavins

16:20

SL-A2 93
Jozef Kozisek

(Katedra fyzikalnej chémie, Fakulta chemickej a potravinarskej
technologie, STU Bratislava )

Experimentalna elektronova Struktura koordinacnych zlu-
¢enin

Experimental Electronic Structure of Coordination Compounds

16:40

SL-A3 93
Lenka Kuckova

(Katedra fyzikalnej chémie, Fakulta chemickej a potravinarskej
technologie, STU Bratislava )

Analyza krystalovej Struktiry a nabojovej hustoty tetra-
zolu

Charge density study of tetrazole

17:00

SL-A4 96
Peter Herich

(Katedra fyzikalnej chémie, Fakulta chemickej a potravinadrskej
technologie, STU Bratislava )

Syntéza novych Cu(Ill) substituovanych dithiolatovych
komplexov (CH3P(Ph)3)[Cu(bdtCI2)2]

Synthesis of new Cu(Ill) substitued dithiolate complexes
(CH3P(Ph)3)[Cu(bdtC12)2]

17.20 Break

17:40

SL-AS5 97
Peter Vranec

(Ustav chemickych vied, Prirodovedeckd fakulta, Univerzita
Pavla Jozefa Safirika, Kosice.)

Struktary novych Pd(IT) komplexov s 5,7- halogenderivat-
mi substituovanym 8-hydroxyquinolinom

Structures of novel Pd(II) complexes with 5,7-substituted
halogenderivatives of 8-hydroxyquinoline

18:00

SL-A6 99
Katarina Lackova

(Ustav chemickych vied, Prirodovedeckd fakulta, Univerzita
Pavla Jozefa Saférika, Kosice.)

Pitkratkoordinované komplexy Cu(lIl) s trikyanometani-
dom, alebo akym zklamanim mo6zu byt vysledky Struktar-
nej analyzy

Pentacoordinated Cu(Il) complexes with tricyanomethanide, or
how disappointed can be the results of structure analysis

18:20

SL-A7 102
Lucia Vahovska

(Ustav chemickych vied, Prirodovedecka fakulta, Univerzita
Pavla Jozefa Safirika, Kosice.)

Krystalové Struktary komplexov Fe(Il) a Co(II) s N-do-
norovymi bidentalnymi ligandami

Crystal structures of Fe(II) and Co(II) complexes with N-donor
bidentate ligands

18:40

SL-A8 104
Martin Vavra

( Ustav chemickych vied, Prirodovedecka fakulta, Univerzita
Pavla Jozefa Safirika, Kosice.)

Krystalové struktiry tetrakyanidoplatitanov Cu(II)

Crystal structures of copper(l]) tetracyanidoplatinates
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16:00—-19:00 Session B
chair: P. Mikulik, M. Ceriiansky

16:00

SL-B1 107
Miroslav Slouf

( Ustav makromolekuldrni chemie AV CR, Praha)

Krystalizace v sendvicovych nanokompozitech polymert
PE, PP a POM

Crystallization in sandwich nanocomposites of PE, PP and POM
polymers

16:20

SL-B2 108
Frantisek Laufek

(Ceskd geologicka sluzba, Praha )

Krystalografické studium ternarnich systému s platino-
vymi kovy

Crystallographic study of ternary systems with platinum-group
metals

16:40

SL-B3 109
Kristina Richterova

(Fyzikalni ustav AV CR Praha )

Studium atomového usporadani Ni-Mn-Ga pomoci rent-
genové difrakce

X-ray diffraction study of atomic arrangement of Ni-Mn-
Ga

17:00

SL-B4 110
Pavla Roupcova

(Ustav fyziky materialu AVCR, Brno )

Struktura kvazikrystalickych materiala

Structure of Quasicrystalline materials

17:20 Break

17:30-18:50 SessionI  chair: P. Mikulik, M. Ceritansky

L3 82
Viaclav Holy

(Matematicko-fyzikalni fakulta UK Praha )

Softwarové baliky pro vypocet reflektivity a dynamické
difrakce

Our software packages for X-ray reflectivity and dynamical x-ray
diffraction

19:00 Dinner

20:00 Course on program FOX (Radovan Cerny)

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

8:30—-10:30 Session II
chair: S. Danis, J. Hybler

8:30

L4 82
Jaroslav Fiala

(Zapadoceska univerzita v Plzni)

Neurditost vysledkii méfeni I

Uncertainity of experimental results

9:15

L5 83
Jiri Kulda

(ILL Grenoble, France)

Difuzni rozptyl neutronii a jeho aplikace pro studium
neusporadanosti v pevnych latkach

Neutron diffuse scattering and its application to studies of disor-
der in solids

9:50

L6 83
Vaclav Petiicek

(Fyzikalni vistav AV CR Praha )

Struktura ve tiech i vice dimenzich

Structure in three or more dimensions

10:35 Coffee break

11:00

Cl

Stjepan Prugovecki

(Panalytical)

Empyrean - news and possibilites

11:30

L7 84
Mariana Klementova

(Fyzikalni tistav AV CR Praha)

Strukturni upfesnéni z dat precesni elektronové dif-
rakce

Structure refinement from precession electron diffraction data

12:00

SL-C1 116
Ivana Kutd Smatanova

(Jihoceskd univerzita v Ceskych Budéjovicich)

Porovnani krystalizacni schopnosti riznych proteint
Comparison of different proteins crystallization capability

12:30 Lunch
13.30-14.30

Schtize védecké rady Krystalografické spole¢nosti a regio-
nalniho komitétu IUCr - I
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14:30—-19:00 Course on program Jana (Vaclav Peticek,
Michal Dusek)

17:30-18:50 Session D
chair: J. Fiala, N. Ganev

17:30

SL-C1 111
Monika Kucerakova

(Fakulta jadernd a fyzikalné inzenyrska, CVUT Praha)
Studium textur slitin zirkonia metodou neutronové difrak-
ce

Neutron diffraction examination of textures in zirconium-based
alloys

17:50

SL-C2 112
Jan Riha

(Nové technologie - vyzkumné centrum, ZCU Plzeit)
Fazové transformace zirkonia sledované in-situ rtg difrakci
Phase transformations of E110G Zr-alloy observed by “in-situ”
XRD

18:10

SL-C3 114
Jaromir Kopecek

(Fyzikalni iistav AV CR Praha)

Slitiny Co-Ni-Al s tvarovou paméti jako komplexni multi-
ferroika

Shape memory alloy Co-Ni-Al as complex multiferroic

18:30

SL-C4 115
Kamil Kolafik

(Fakulta jadernd a fyzikalné inzenyrska, CVUT Praha )
Difrak¢ni studium hloubkové distribuce zbytkovych napéti
v povrchovych vrstvach kulickovanych bezuhlikatych
ocelich

Diffraction Study of Residual Stress Depth Distribution in Sur-
face Layers of Shot-blasted Decarburised Steels

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 13
7:30-8:30 Breakfast

8:30—12:40 Session III
chair: V. Petricek, J. Kozisek

8:30

L8 71
Miroslav Pospisil

(Matematicko-fyzikalni fakulta UK Praha)

L9 75
Petr Kovar

(Matematicko-fyzikalni fakulta UK Praha)

Vypocetni postupy v molekularni dynamice
Computational procedures in molecular dynamics

10:00

C2

Vernon Smith

(Bruker AXS)

A new ultra-bright X-ray source using liquid-metal jet an-
ode technology

10:30 Coffee break

10:50

L10

Jindrich HaSek 86
(Ustav makromolekuldrni chemie AV CR, Praha)
Systematicka analyza krystalovych a molekuldrnich
struktur

Systematic analysis of crystal and molecular structures

11:20

L11

Pavol Skubak 87
(Leiden Universiteit, the Netherlands )

RieSenie Struktiry makromolekil pomocou viacroz-
mernej Statistiky

Multivariate methods for macromolecular structure solution from
experimental phases

11:50

L12

FrantiSek Pavel¢ik 88
(Veterinarni a farmaceuticka univerzita Brno )
Semiautomatické hledini ligandu v proteinovych
strukturach

Semi-automtic search of ligands in protein structures

13.00 Lunch
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14:00—-15:40 Session D
chair: J. Hasek, F. Pavelcik

14:00—15:40 Session E
chair: R. Kuzel, M. Dopita

14:00

SL-D2

Pavol Skubak

(Leiden Universiteit, the Netherlands )

Riesenie struktiury makromolekul pomocou viacrozmernej
Statistiky I1

Multivariate methods for macromolecular structure solution from
experimental phases 1

14:30

SL-D3 116
Jifi Brynda

(Ustav molekuldrni genetiky AV CR )

Struktura closo a nido boranovych klastrovych sloucenin v
kontextu komplexu s proteinovou molekulou, pokus o
témer anorganické inhibitory

Boron Cluster Derivatives as Inhibitors of Important Therapeuti-
cal Targets: HIV-1 Protease and Carbonic Anhydrase IX

SL-D4 117
Petr Pachl

(Ustav molekuldrni genetiky AV CR )

Strukturni névrh selektivnich inhibitorti pro 5-nukleotidaz
Structure-based drug design of selective 5'-nucleotidases inhibi-
tors

15:00

SL-D5 118
Gabriel Demo

(Narodni centrum pro vyzkum makromolekul, Masarykova
univerzita, Brno )

Porovnanie krystalografickej a NMR struktary N-termi-
nalnej domény delta podjednotky RNA-polymerazy
Significant changes between the X-ray structure and NMR struc-
ture of d—subunit of RNA-polymerase

15:20

SL-D6 119
Andrea Stépankova

(Fakulta jadernd a fyzikdlné inzenyrska, CVUT Praha)
Strukturni a biochemicka data enzymu schopného degra-
dace organofosfatl

The structural and biochemical data of enzyme capable of
organophosphates degradation

15:40 Break

16:00
Course on semi-automatic search of ligands in protein
structures (FrantiSek Pavelcik, Jifi Vaclavik)

14:00
SL-El 121
Zdenék Matgj

(Matematicko-fyzikalni fakulta UK Praha )

Modelovani rozsiteni difrakénich profila vlivem defekta
miize

Modelling effects of small crystallite size and lattice defects on
powder diffraction lines

14:50

SL-E2 124
Jan Drahokoupil

(Fakulta jadernd a fyzikalné inzenyrska, CVUT Praha)
Program pro vypocet makroskopickych napéti

The program for macroscopic stress analysis

15:20

SL-E3 125
Martin Cernik

(US Steel Kosice)

Pouzitie programov na spresnovanie difrakénych zazna-
mov pri rieseni oxidickych vrstiev na ziaromaterialoch
Application of Diffraction Pattern Refinement Software for Anal-
yses of Oxide Layers on Refractories

15:50 Break

16.15 Course on program MSTRUCT (Zden¢k Matgj)

19.00 Assembly of the CSCA members

20:00 Dinner
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Thursday, June 23
7:30-8:30 Breakfast

8:30—10:40 Session VI
chair: J. Kulda, Z. Sourek

8:30

L13 82
Jaroslav Fiala

(Zapadoceska univerzita v Plzni)

Neurcitost vysledki méieni I

Uncertainity of experimental results

9:20

L14 &9
Marian Cerfiansky

(Fyzikalni ustav AV CR Praha)

Popis difrakcnich profilu pomoci pojmu matematické
statistiky

Description of Diffraction Profiles by Concepts of the Mathemat-
ical Statistics

10:00

C3

Peter Oberta

(Rigaku)

Rigaku pfistroje pro SAXS
SAXS Rigaku Instruments

10:30 Coffee break

10:50

L15 90
Luka$ Horak

(Matematicko-fyzikalni fakulta UK, Praha)

Simulace map reciprokého prostoru z elastickych de-
formacnich poli v periodickych nanostrukturach
Simulation of reciprocal space maps from elastic strain field in
periodical nanostructures

11:30 Course on program Jana

13.00 Lunch

Afternoon

Possible continuation of courses
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