
PROGRAMME 

Thurs day, March 18

12:00 - 13:15 Reg is tra tion 

13:30 - 14:30 Open fo rum about the fu ture of 
                 struc tural bi ol ogy in Eu rope

                         chair per son: V. Sklenáø
In tro duc tion
L1  p. 3
Jan Dohnálek
INSTRUCT – An In te grated Struc tural Bi ol ogy In fra struc -
ture for Eu rope. Do we need for mal pro fes sional or ga ni za -
tion?

14:30 - 15:00 Cof fee break 

15:00 - 15:05 Open ing of the con fer ence

15:05 - 17:05 Lec ture ses sion I, chair per son: B. Schneider

L2  p. 4
Zdenìk Tošner
Solid-state NMR of bi o log i cal sam ples
L3  p. 4
Pavel Srb
Dy nam i cal anal y sis of WT M-PMV ma trix pro tein and its
sin gle point mu tant R55F with re spect to their dif fer ent
oligomerization prop er ties
L4  p. 5
Jan Prchal
In ter ac tion of the M-PMV ma trix pro tein with
phosphatidylinositol bisphosphate
L5  p. 6
Vladimír Kopecký
Struc ture dif fer ences be tween pro tein crys tals and so lu tion
struc tures mon i tored by Raman spec tros copy – case study
of PsbP pro tein
L6  p. 6 
Valery Andrushchenko
 Struc ture of gua nine octamers d(G)8 de ter mined by com -
bi na tion of VCD spec tros copy and the o ret i cal com pu ta -
tions
L7  p. 7 
Irena Kratochvílová
Charge trans port in DNA oligonucleotieds with var i ous
base-pair ing pat terns

17:05 - 17:20 Cof fee break 

17:20 - 19:20 Lec ture ses sion II, chair per son:
             J. Damborský

L8  p. 8 
Pavel Jungwirth
The in ter face be tween ox i dized phospholipid bilayers and
aque ous so lu tions
L9                      p.  8
Babak Minofar
Aque ous salt so lu tion of or ganic sol vents as a me dia for en -
zy matic re ac tions

L10  p. 9
Veronika Štìpánková
Ef fect of or ganic sol vents on struc ture and func tion of
haloalkane dehalogenases
L11              p. 10
Tomáš Mozga
Bio chem i cal and struc tural char ac ter iza tion of novel
haloalkane dehalogenase DbeA from Bradyrhizobium
elkani USDA94 possesing two ha lide-bind ing sites
L12              p. 11
Rudiger Ettrich
Was bind ing of free amino ac ids an early in no va tion in the
evo lu tion of allostery?

19:30 - 22:30 Ban quet

 

Fri day, March 19

7:00 - 8:45 Break fast 

9:00 - 10:50 Lec ture ses sion III,          chair per son: T. Obšil

L13              p. 12
Jaroslav Koèa
Com pu ta tional meth ods as a com po nent of mod ern struc -
tural bi ol ogy 
L14                    p. 12
Vojtìch Spiwok
Free En ergy Mod el ling of Sub strate Dis tor tion in the En -
zyme Ac tive Site: An Ex am ple of In flu enza
Neuraminidase
L15                    p. 13
Radka. Svobodová-Vaøeková
SiteBinder – soft ware tool for su per im pos ing mul ti ple
struc tural mo tives
L16              p. 14
Jiøí Èerný
Im prov ing pro tein bind ing, in silico ap proach

10:30 - 10:50 Cof fee break 

11:05 - 12:15 Lec ture ses sion IV,     chair per son:  J. Koèa

L17              p. 14
Ladislav Benda
Com pu ta tional anal y sis of the sta bi li za tion ef fects in suc -
ces sive U-Hg-U base pairs
L18                    p. 15
Crina Maria Ionescu
Fast meth ods of atomic charge cal cu la tion:
parameterization of EEM for ap pli ca bil ity to metal con -
tain ing proteins
L19                    p. 15
Jan Alán
Em ploy ment of free en ergy cal cu la tions to es ti ma tion of
car bo hy drates af fin i ties to wards PA-IIL superfamily
lectins
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L20                    p. 16
Imre Barák
Mo lec u lar and struc tural mech a nisms of cell di vi sion site
rec og ni tion in Ba cil lus subtilis

12:10 - 13:45 Lunch 

14:00 - 16:00 Lec ture ses sion V, chair per son: J. Dohnálek

L21              p. 17
Tomáš Obšil
Struc ture of the 14-3-3/FOXO4 com plex de rived from the
flu o res cence spec tros copy data 
L22                    p. 18
Kateøína Procházková
Struc tural and mo lec u lar mech a nism for autoprocessing of
MARTX toxin of Vibrio cholerae at mul ti ple sites
L23                    p. 18
Pavel Mader
Hu man car bonic anhydrase com plexes with isoquinoline
in hib i tors
L24                    p. 19
Da vid Kopeèný
Struc tural anal y sis of plant aminoaldehyde dehydro -
genases
L25                    p. 19
Julie Wolfová
De fin ing struc tural fea tures of the fam ily of tetrameric
flavoproteins WrbA
L26                    p. 20
Tomáš Klumpler
Solv ing phase prob lem us ing a Se-Met de riv a tive of the
flavoenzyme NAD(P)H:ac cep tor oxidoreductase (FerB)

16:00 - 16:30 Cof fee break 

16:30 - 18:20 Lec ture ses sion VI,    chair person: R. Ettrich 

L27              p. 24
Bohdan Schnei der
Bioinformatic anal y ses of the first sol va tion shell of nu -
cleic ac ids
 L28                    p. 24
Jindøich Hašek
Us ing the Cam bridge Struc ture Da ta base of Or ganic and
Organometalic Com pounds in Struc ture Bi ol ogy
L29              p. 26
Mar tin Kuba
MetaCentrum - On the Way from Dis trib uted Com put ing
to Cyber In fra struc ture for Re search
L30              p. 27
Dalibor Štys
Three di men sional in for ma tion struc ture of liv ing cell fate 

18:30 - 19:30 Din ner 

19:45 - 21:00 First ple nary meet ing of NFSB
                   chair per son: B. Schnei der

Or ga ni za tion of the NFSB
Na tional fo rum for struc tural bi ol ogy
Le gal frame work
Mem ber ship
Elec tion of the NFSB com mit tee

21:00 - 23:00 Poster ses sion

Sat ur day, March 20

7:00 - 8:45 Break fast 

9:15 - 10:45 Lec ture ses sion VII,     chair per son: R. Štefl

 L31                    p. 28
Veronika Motáèková
Struc ture and dy nam ics of RNA poly mer ase delta sub unit
from Ba cil lus subtilis de ter mined by NMR spec tros copy
L32                    p. 28
Fruzsina Hobór
The role of Nrd1-Nab3 com plex in tran scrip tion ter mi na -
tion
L33              p. 29
Karel Kubíèek
Struc tural in sights into re cruit ment and dis so ci a tion of
RNA poly mer ase II ter mi na tion fac tors

10:20 - 10:45 Cof fee break 

10:45 - 12:05 Lec ture ses sion VIII,       chair per son: 
                                                                                                    J. Vondrášek

 L34                    p. 29
Václav Veverka
Struc tural in sight into reg u la tion of the Wnt/b-catenin sig -
nal ling path way by sclerostin: im pli ca tions for os teo po ro -
sis treat ments
L35                    p. 30
Michaela Wimmerová
High-af fin ity lectins from patho gens: the po ten tial tar gets
for antiadhesive drug de sign
L36                    p. 30
Rich ard Dvorský
From Struc tural Bi ol ogy to the Drugs against In flam ma -
tory Bowl Dis eases

12:05 - 12:07 Con clud ing re marks 

12:15 - 14:00 Lunch 

Ó Krystalografická spoleènost

Ma te ri als Struc ture, vol. 17,  no. 1a (2010)       b59



POSTERS

P1              p. 31
D. Antoš
MetaCentrum -- e-In fra struc ture for Com pu ta tional and
Data Chal lenges 

P2                   p.  31
V. Baèíková
NMR study of NRD1 and its bind ing to RNA

P3              p. 32
T. Baikova
Crys tal li za tion of mu tated en zymes po ten tially in volved in
cou pling of endonuclease and translocase func tions in
EcoR124I

P4              p. 32
L. Bednáøová
An ti bac te rial pep tides in in ter ac tion with model mem -
branes stud ied by var i ous spec tro scopic methods

P5              p. 33
I. Beššeová
How is a-rna treated by dif fer ent force fields and salt con di -
tions?

P6              p. 34
V. Bialevich
Clon ing and ex pres sion of rhsA and rhsB genes from E.coli

P7              p. 34
J. Bílý
Char ac ter iza tion of the Calmodulin bind ing on the Tran -
sient re cep tor po ten tial cat ion chan nel TRP M5

P8              p. 35
J. Brezovský
En gi neer ing the ac tiv ity of haloalkane dehalogenase with
toxic syn thetic sub strate us ing meth ods of fo cused di rected 
evo lu tion

P9              p. 35
H. Èerná
NMR study of Saccharomyces cerevisiae Air2 pro tein

P10              p. 36
B. Faèkovec
To wards iden ti fi ca tion of hy dro pho bic core in glob u lar
pro teins

P11              p. 36
J. Fukal
Study of HincII endonuclease by mo lec u lar dy nam ics
meth ods

P12              p. 37
B. Holakovská
Calmodulin in ter acts with c-ter mi nal re gion of TRPC6

P13              p. 37
J. Hrudíková
Raman and Raman op ti cal ac tiv ity conformational study of 
a cy clic hexapeptide

P14                    p. 38
I. Ivani
A Fou rier trans form method for gen er a tion of an har mon ic
vi bra tional mo lec u lar spectra

P15              p. 38
P. Kadeøávek
Anal y sis of back bone mo tions of delta sub unit of RNA
poly mer ase from Ba cil lus subtilis

P16              p. 39
M. Khabiri
Or ganic sol vent ef fects on pro tein ter tiary struc ture and en -
zyme sta bil ity: A com pu ta tional study

P17              p. 40
T. Koval
X-ray dif frac tion stud ies of red to mato nuclease TBN1

P18              p. 40
Z. Køíž
Conformational be hav ior of beta amyloids and their in ter -
ac tions with cho les terol de riv a tives

P19              p. 41
M. Kubáòová
Raman op ti cal ac tiv ity and con for ma tion of struc tur ally
im por tant groups in pep tides and pro teins

P20              p. 42
M. Krupièka
2-deoxy-2-fluorohexoses as in hib i tors of glycosyl hy dro -
las es

P21              p. 42
N. Kulik

The b-galactosidase type A gene from Aspergillus niger
en codes a fully func tional a-N-acetylgalactosaminidase

P22                  p.  43 
M. Lahoda
Crys tal li za tion and crys tal log ra phy anal y sis of haloalkane
dehalogenase mu tant DhaA12 from Rhodococcus
rhodochrous

P23              p. 44
P. Maloò
Chiroptical proeprties of the disulfide group

P24              p. 44
J. Melnièáková
Crys tal li za tion of SpoIISA toxin and SpoIISB an ti toxin
from dif fer ent Ba cilli spe cies
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P25              p. 45
S. K. Mishra
In silico mu ta gen e sis and dock ing study of RSL Lectin

P26              p. 46
P. Pachl
Drug de sign of se lec tive 5'-nucleotidases in hib i tors

P27              p. 46
J. Pašulka
The mo lec u lar dy nam ics study of the dou ble-stranded
RNA-bind ing mo tive of ADAR2 bound to dsRNA

P28              p. 47
T. Pazderka
Two-di men sional Raman and Raman op ti cal ac tiv ity cor -
re la tion and fac tor anal y sis of lysozyme fi bril la tion

P29              p. 47
K. Procházková
Struc tural study of LEDGF cel lu lar bind ing part ners

P30              p. 48
V. Profant
Raman op ti cal ac tiv ity study of poly-L-proline chains of
var i ous lengths

P31              p. 49
T. Prudnikova
Crystallisation and struc ture-func tional anal y sis of a novel
haloalkane dehalogenase DbeA from Bradyrhizobium
elkani USDA94

P32                    p. 49
L. Režábková
Bio phys i cal char ac ter iza tion of phosducin/14-3-3 pro tein
com plex

P33              p. 50
V. Øímal
DNA du plex melt ing mon i tored via lineshape anal y sis of
1H NMR spec tra

P34              p. 50
K. Shamayeva
Clon ing and ex pres sion of pu ta tive helikase Lhr from
E.coli K12

P35              p. 51
Z. Støelcová
Re ac tion Mech a nism of MutH En zyme – Quan tum Me -
chan ics/Mo lec u lar Me chan ics Study

P36              p. 51
A.Stsiapanava
Crys tal li za tion and pre lim i nary X-ray anal y sis of DhaA
wild type and DhaA13 pro teins from Rhodococcus
rhodochrous

P37              p. 52
E. Sviridova
Crys tal li za tion study of the iron-reg u lated pro tein FrpD
from Neisseria meningitidis

P38              p. 53
M. Šebela
Ex plor ing the ac tive sites of plant aminoaldehyde dehydro -
genases us ing nat u ral and syn thetic sub strates

P39              p. 54
V. Štepánková
Ef fect of or ganic sol vents on struc ture and func tion of
haloalkane dehalogenases

P40                    p. 54
J. Ur ban
In for ma tion en tropy and bi o log i cal mi cros copy

P41              p. 55
D. Veisová
C-ter mi nal seg ment of yeast BMH pro teins ex hib its dif fer -
ent struc ture com pared to other 14-3-3 pro tein isoforms 

P42                   p. 56
Z. Vokáèová
Ef fect of nonplanarity on 3J-cou plings in nu cleic acid
bases

P43                   p. 57
V. Zayats
Struc ture and func tions of tran sient re cep tor po ten tial A1:
homology mod el ling

P44          p. 57
J. Žídková
Bar ley lipid trans fer pro tein 1 with a co va lently at tached
lipid-like mol e cule  
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