CPIICKO KPUCTAJIOT'PA®CKO APYHITBO

SERBIAN CRYSTALLOGRAPHIC SOCIETY

XXVIII KOH®EPEHIIUJA
CPIICKOI' KPUCTAJIOT'PA®CKOI' IPYLHITBA

HN3Boau pagosa

28" CONFERENCE OF THE
SERBIAN CRYSTALLOGRAPHIC SOCIETY

Abstracts

Yauak — Cadak
2023.



XXVIII KOH®EPEHIIMJA CPIICKOI'
KPUCTAJIOI'PA®CKOI" JPYIITBA

HN3Boau panosa

H3znasau:

Cpricko kpucranorpagcko IpyITBo,
DBymmna 7, 11000 beorpan,
Ten./akc: 2635-217

3a u3naBaua:
Tamapa Tomoposuh

YpeaHuk:
Boxumap Hobespuh

TexHUYKH YpeaHUK:
[Ipenpar Puctuh

N3naBamwe oBe myOnukaiuje omoryheHo je
¢uHaHCHjckOM ToMohn MuUHHUCTApCTBA
HayKe, TeXHOJIOIIKOT pa3Boja U WHOBAIHja
Perry6ninke CpOuje

© Cpricko kpuctamorpad)CKo APYyIITBO

ISBN 978-86-912959-6-7
ISSN 0354-5741

[rammna:

HAYYHA KM/] 1.0.0.
I'ouka 9/8

11000 Beorpan

Tupax: 50

beorpan
2023

28" CONFERENCE OF THE SERBIAN
CRYSTALLOGRAPHIC SOCIETY

Abstracts

Publisher:

Serbian Crystallographic Society,
Dusina 7, 11000 Belgrade, Serbia,
phone/fax: 381-11-2635-217

For the publisher:
Tamara Todorovié¢

Editor:
Bozidar Cobelji¢

Technical editor:
Predrag Risti¢

This publication is financially supported by
The Ministry of Science, Technological
Development and Innovation of the Republic of
Serbia

© Serbian Crystallographic Society

ISBN 978-86-912959-6-7
ISSN 0354-5741

Printing:

NAUCNA KMD d.o.0.
Gocka 9/8

11000 Belgrade

Copies: 50

Belgrade
2023



CPIICKO
KPUCTAAOTPADCKO
APYLITBO

XXVIII KOH®OEPEHIIUJA

CPIICKOI' KPUCTAJIOTPAD®CKOTI'

APYUITBA

Hay4unwu ondop:

1p Jbusbana Kapanosuh, PI'®, Beorpan

np Karapuna Anhenkosuh, XD, beorpan
ap Onusepa Knucypuh, [IM®, Hosu Cag
np Jenena Poran, TM®, beorpan

ap 'opan bormanosuh, ,,BUHYA”, beorpan
np Mupjana Mwunuh, ,,BUHYA”, Beorpan
np Anexcarmap Kpemenosuh, PI'®, beorpan
ap Arnpujana XKekuh, @O, beorpan

np Mapko Poguh, [IM®, Hosu Can

ap Hyman Besbkosuh, XD, beorpan

ap Bepuua Jestuh, [IM®, Kparyjesan

1p Anekcanapa [lanuesuh, TM®, beorpan
np Cabuna Kosau, PI'®, beorpan

np boxunap Hobesmsuh, XD, beorpag

ap Maja DBykuh, [IM®, Kparyjesarg

ap Hymanka Paganosuh, UXTM, Beorpan
np Ipenpar Jlaouh, PI'®, beorpan

np Tamapa Topoposuh, XD, beorpazg

ap Harama Josuh Opcunn, ,,BUHYA”,
Bbeorpan

OpranusaunoHu ogdoop:

Tamapa Tomoposuh, XD, Beorpan
boxunap Yobessrh, XD, beorpan
Karapuna Anhenkouh, XD, beorpan
IIpenpar Puctuh, XD, beorpan
Muwma Jesrouh, UIIX®D, beorpan
Hesena Creranosuh, XD, beorpan
Hpararma Mutuh, ULIX®D, beorpang
JoBana Apamkos, X®, beorpan
Cama Kokanos, X®, beorpazg

Annpej Munusojar, ULIX®D, beorpan

SERBIAN
CRYSTALLOGRAPHIC
SQCIETY

28" CONFERENCE OF THE
SERBIAN CRYSTALLOGRAPHIC
SOCIETY

Scientific Committee:

Dr Ljiljana Karanovi¢, RGF, Belgrade

Dr Katarina Andelkovi¢, HF, Belgrade

Dr Olivera Klisuri¢, PMF, Novi Sad

Dr Jelena Rogan, TMF, Belgrade

Dr Goran Bogdanovic, ,,VINCA”, Belgrade
Dr Mirjana Mili¢, ,,VINCA”, Belgrade

Dr Aleksandar Kremenovi¢, RGF, Belgrade
Dr Andrijana Zeki¢, FF, Belgrade

Dr Marko Rodi¢, PMF, Novi Sad

Dr Dusan Veljkovi¢, HF, Belgrade

Dr Verica Jevti¢, PMF, Kragujevac

Dr Aleksandra Dapcevi¢, TMF, Belgrade
Dr Sabina Kovac, RGF, Belgrade

Dr Bozidar Cobelji¢, HF, Belgrade

Dr Maja buki¢, PMF, Kragujevac

Dr Dusanka Radanovi¢, IHTM, Beograd
Dr Predrag Dabi¢, RGF, Belgrade

Dr Tamara Todorovi¢, HF, Belgrade

Dr Nataga Jovi¢ Orsini, ,,VINCA”, Belgrade

Organizing Committee:

Tamara Todorovi¢, HF, Belgrade
Bozidar Cobelji¢, HF, Belgrade
Katarina Andelkovi¢, HF, Belgrade
Predrag Risti¢, HF, Belgrade
Mima Jevtovi¢, ICHF, Belgrade
Nevena Stevanovic¢, HF, Belgrade
Dragana Miti¢, ICHF, Belgrade
Jovana Araskov, HF, Belgrade
Sanja Kokanov, HF, Belgrade
Andrej Milivojac, ICHF, Belgrade



Poster Presentations 49

PARALLEL-DISPLACED INTERACTIONS BETWEEN
Ss RINGS IN CRYSTAL STRUCTURES: COMPREHENSIVE
THEORETICAL STUDY

D. S. Kreti¢ 2, V. B. Medakovi¢ %, I. S. Veljkovié P

@ University of Belgrade — Faculty of Chemistry, Studentski trg 12-16, 11000 Belgrade,
Serbia; ® University of Belgrade — Institute of Chemistry, Technology and Metallurgy —
National Institute of the Republic of Serbia, Njegoseva 12, 11000 Belgrade, Serbia;
e-mail: ivana.veljkovic@ihtm.bg.ac.rs

Noncovalent interactions between Sg molecules have been observed in crystal
structures obtained from the Cambridge Structural Database (CSD) and the Inorganic
Crystal Structure Database (ICSD). Analysis of geometric parameters shows that Sg
molecules adopt a parallel-displaced orientation in these crystal structures, as presented in
Figure 1. This relative position of the Sg rings results in the formation of layers consisting
of stacking interactions between the Sg rings.
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Figure 1. Parallel-displaced interactions between Sgrings in a) HEHMOY crystal
structure and b) C13SgSb compound (ICSD ID: 35741).

Quantum chemical calculations confirm that the parallel-displaced orientation
represents the most stable geometry for two Sg molecules. The interaction in Sg dimer is
very strong with an energy of -8.70 kcal/mol, calculated on CCSD(T)/CBS level.
According to the energy decomposition analysis using the SAPT 2+(3) method, the
dispersion force is the main attractive force between two Sz molecules, while the
contribution of electrostatics is also significant.
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