o
&4«4 © \ v r \ AABOPATOPHA | \
= ) TEXHVIKA /
XUMUKANK, PEAKTUEM M = WNHXKEHEPWHI "

NABOPATOPHO OBOPYABAHE

KOHCYMATUBM, NAEOPATOPHA PA N a I yt I ca |

nnACTMACA U CTBKNAPHA

BCR%R TEAM AKBAXWLFIE

analytical department AQUACHIM SE£[2&80E

October 21-23, 2010, Sofia, Bulgaria

Bulgarian Crystallographic Society .
I National Crystallographic Symposium \ 7

with the support of:

IGIC‘ BAS SN.[ Ca‘?g

MOHX-BAH  “ebuor™

Preliminary Scientific Program

Thursday 21 October

8:00 — 12:30 Registration

8:50 — 9:00 Opening — Mihail Maleev, Rositsa Nikolova

Session 1 Chairing: Galina Gencheva

9:00 - 9:30 Bernt Krebs, University of Miinster, Germany

PL1 Crystal Structures of Metalloenzymes and their Model Complexes: Purple
Acid Phosphatases and Catechol Oxidase

9:30 - 10:00 Natasha Trendafilova, Institute of General and Inorganic Chemistry,

PL2 BAS, Sofia, Bulgaria

Quantum Chemical Insights into the Structure of Metal Complexes with
Coumarin Derivatives

10:00 — 10:30 Coffee Break

Session 2 Chairing: Rositsa Nikolova
10:30 — 10:50 Boris Shivachev, Institute of Mineralogy and Crystallography, BAS, Sofia,
OP1 Bulgaria

Methods and Techniques for Structural Characterization of Nanomaterials:
Crosslink, Problems and Some “Solutions”

10:50 - 11:10 Vanya Kurteva, Institute of Organic Chemistry, BAS, Sofia, Bulgaria
OP2 Azonaphthol Tautomeric Switches — Individual Enol Structures

11:10-11:30 Ginka Exner. Plovdiv Universitv. Plovdiv. Bulaaria
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11:30 - 11:50

11:50 - 13:30
Session 3
13:30 — 14:00

14:00 - 14:30
PL3

14:30 - 15:00
PL4

15:00 — 15:30
Session 4

15:30 — 15:50
OP4

15:50 - 16:10
OP5

16:10 — 16:30

OP6
16:30 —-17:30

17:30 - 20:00

SNy

PANalytical

AKBAXIML_F 3

analytical department AQUACHIM SX[230E

Use of Time-Resolved X-Ray Scattering Methods for Investigation of
Structural Formation in Polymer Liquid Crystals

Nikolay Baynov, Product and application manager, Laboratory Technics
Engineering

Modern Analytical and Visualization Techniques - FT-IR and RAMAN
Spectrometers (Bruker Optics, Germany), Microscopy Systems ( Leica
Microsystems, Germany)

Lunch Break
Chairing: Boris Shivachev

Milen Gateshki, PANalytical V.B.
X-ray Techniques for Nanomaterials Characterization: Pair Distribution
Function Analysis and Small-Angle X-ray Scattering

Tony Spassov, Sofia University, Faculty of Chemistry, Sofia, Bulgaria
Structural and Microstructural Analysis of Nanomaterials

Kiril Krezhov, Institute for Nuclear Research and Nuclear Energy, BAS,
Sofia, Bulgaria

The Potential of Neutron Diffraction for Disclosure of the Structural
Details of Chemical Substitution Effects

Coffee Break
Chairing: Daniela Kovacheva

Diana Dimitrova Nihtianova, Institute of Mineralogy and
Crystallography, BAS, Sofia, Bulgaria

Tem Study of Nanosized Al>(Woy)3

Vesselin Tonchev, Institute of Physical Chemistry, BAS, Sofia, Bulgaria

Diffusion - Limited Aggregation with Modified Local Rules and Particle
Generation

Ivan Tomov, CLF —BAS, Sofia, Bulgaria
Extinction in Textures: Nullifying the Extinction Effect

Round table | — Chairing: Vladislav Kostov-Kytin
State-of-the-art Equipment and Modern Laboratories in Bulgaria Allowing
Rapid Growth of Young Scientists.

Poster Session and Welcome Party

~— VHXXEHEPWHI




k@2 @

XUMHUKANW, PEAKTUBWA U
NABOPATOPHO OBOPYABAHE

KOHCYMATUBM, NAEOPATOPHA
NNACTMACA U CTBKNAPHA

akoxer TEAM
(O

‘--, AABOPATOPHA
J TEXHUKA
~— VHXXEHEPUHT

MERCK ¢
I ANalytical

AKBAXIML_F 3

analytical department AQUACHIM SX[2380E

Friday 22 October

Session 5 Chairing: Ognyan Petrov

9:00 - 9:30 Mois Aroyo, University of the Basque Country, Bilbao, Spain

PL5 Crystallography Online by the Bilbao Crystallographic Server

9:30 - 10:00 Stanislav Ferdov, Department of Physics, University of Minho, Portugal

PL6 Ab Initio Structure Determination from X-ray Powder Diffraction Data

10:00 — 10:30 Coffee Break

Session 2 Chairing: Radostina Stoyanova

10:30 - 10:50 Alexander Karamanov, Institute of Physical Chemistry, BAS, Sofia,

OP7 Bulgaria
Are the Glass-Ceramics Non-Porous Materials?

10:50 - 11:10 Anife Ahmedova, Sofia University, Sofia, Bulgaria

OP8 Interplay between Theoretical and Spectroscopic Methods for Structural
Determination Compared with Crystallographic Data — a Case Study on
Dithiohydantoins.

11:10-11:30 Silvia Ninova, Sofia University, Sofia, Bulgaria

OP9 Molecular Modeling of Hybrid-spin Magnetics

11:30 — 11:50 Todor Todorov, Merck, Bulgaria
Merck Millipore - Advancing Life Science Together

11:50 — 13:30 Lunch Break

Session 3 Chairing: Tsveta Stanimirova

13:30 — 14:00 TEAM, Brucker

14:00 - 14:30 Boriana Mihailova, University of Hamburg, Germany

PL7 The Nanoscale Structure of Perovskite-Type Relaxor Ferroelectrics; What
can be Learned from in situ Pressure Experiments

14:30 - 15:00 Radostina Stoyanova, Institute of General and Inorganic Chemistry, BAS,

PL8 Sofia, Bulgaria
Electron Paramagnetic Resonance Spectroscopy — Local Structural
Analysis of Cathode Materials for Li-lon Batteries

15:00 — 15:30 Coffee Break

Session 4 Chairing: Daniela Tsekova

15:30 — 15:50 Kostadin Petrov, Institute of General and Inorganic Chemistry, BAS,

OP10 Sofia, Bulgaria

Ti** Coodination in LiMn,.,Ti,O4 Spinels
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15:50 - 16:10  Georgi Lutov, Sofia University, Sofia, Bulgaria
OP11 Single-crystals of Magnesium Sulfite Hexahydrate Doped with Nickel -
Structure, Density and Optical Properties.

16:15-17:30 Round table Il — Chairing:Ognyan Petrov
Annual Report of the BCA Steering Committee and Planning of BCA
Further Activities.

18:00 — 20:00 Cocktail

Saturday 23 September

Session 8 Chairing: Tomas Kerestidjian

9:00 - 9:30 Ramiza Rastsvetaeva, Institute of Crystallography, RAS, Moscow, Russia
PL9 Unusual Phenomenon in X-ray Single Crystal Analysis of K,Eu-silicate
9:30 - 10:00 Mihail Maleev, Earth and Man National Museum, Sofia, Bulgaria

PL10 Nucleus Forms of Mineral Spherocrystals

10:00 — 10:30 Coffee Break

Session 9 Chairing: Diana Nihtianova

10:30 - 10:50 Tsveta Stanimirova, Sofia University, Faculty of Geology and Geography,
OP12 Sofia, Bulgaria

Using of Hydrotalcite Features in Powder X-Ray Diffraction Studies of
Natural Samples

10:50 - 11:10 Milen Kadiyski, Institute of Mineralogy and Crystallography, BAS, Sofia,
OP13 Bulgaria
Johachidolite, CaAl[B307], a Mineralogical and Structural Peculiarity

11:10-11:30 Louiza Dimova, Institute of Mineralogy and Crystallography, BAS, Sofia,
OP14 Bulgaria
Single Crystal Structure of Pure and Zn lon Exchanged Clinoptilolite:
Comparison of Low Temperature and Room Temperature Structures and
Cu vs. Mo Radiation.

11:30 - 11:50 Valeria Stoyanova, Institute of Physical Chemistry, BAS, Sofia, Bulgaria
OP15 The Ice Crystal Morphology — a Tool to Decipher the Snowflake
Hieroglyphs Sent from the Sky

11:50 - 12:00 Closing — Tony Spassov

Instructions for oral presentations:
For oral presentations, an LCD projector will be available. The presentation (PowerPoint or
PDF files recommended) will be transferred to the workshop computer (Microsoft Windows)
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using a CD or USB device prior to the session. You can also bring your own laptop. Connection
of the laptop to the projector will be done prior to the session.
Plenary Lecture (PL): 30 minutes of presentation : Oral Presentation (OP): 20 minutes

Instructions for poster presentations:

All posters with recommended dimensions: width up to 95 cm and height up to 120 cm will be
displayed throughout the workshop on panels (100 cm by 120 cm).

With the support of :
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