CPIICKO KPUCTAJIOI'PA®CKO JPYIITBO

SERBIAN CRYSTALLOGRAPHIC SOCIETY

XXVIII KOH®EPEHIINJA
CPIICKOI' KPUCTAJIOI'PA®CKOI' I[PYIITBA

HU3Boau pagoBa

28" CONFERENCE OF THE
SERBIAN CRYSTALLOGRAPHIC SOCIETY

Abstracts

Yayak — Cacak
2023.



XXVIII KOH®EPEHIINJA CPIICKOI'
KPUCTAJIOTPA®CKOTI" IPYLITBA

H3Boau panosa

H3paBau:

Cpricko kpuctanorpadcko IpyuiTBo,
Bymmna 7, 11000 beorpan,
Ten./¢pakc: 2635-217

3a uznaBaua:
Tamapa Tonoposuh

Ypeanuk:
Boxxunap Yobesbuh

TeXHHYKH ypeTHUK:
[penpar Puctuh

W3znaBame oBe myOnukaimje oMoryheHo je
¢unancujckoMm nomohm MuHuncrapersa
HayKe, TeXHOJIOLIKOT pa3Boja ¥ MHOBAIHja
Peny6muxe Cpouje

© Cprcko kpucTanorpadcko ApyITBO

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

[ITamma:

HAYYHA KM/] n.0.0.
INouka 9/8

11000 beorpax

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: 5
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.o.
Gocka 9/8

11000 Belgrade

Copies: 50

Belgrade
2023



CPTTCKO
KPHUCTAAOTPADCKO
APYLUTBO

XXVIII KOH®EPEHIINJA
CPIICKOI' KPUCTAJIOT'PA®CKOT'
JAPYHITBA

Hayunwu onoop:

np Jbrbana Kapanosuh, PI'®, beorpaz

np Karapuna Aubhenxosuh, XD, Beorpan
np Onusepa Kimncypuh, [IM®, Hosu Can
np Jenena Poran, TM®, beorpan

1p lopan bornanosuh, ,,BUHYA”, Beorpax
1p Mupjana Mumuh, ,,BUHYA”, beorpan
1p Anexcannap Kpemenosuh, PI'®, beorpan
1p Anppujana XKexuh, @D, Beorpan

np Mapxko Poauh, [IM®, Hou Can

np Hyman Besskosuh, X, Beorpan

np Bepuna Jestuh, [IM®, Kparyjesan

np Anexcanapa [lanmuesuh, TM®, beorpan
np Cabuna Kosau, PI'®, beorpan

1p boxxunap Yobessuh, XD, beorpax

np Maja Dykuh, [IM®, Kparyjesai

np dymanka Paganosuh, UXTM, Beorpan
np [penpar JJabuh, PI'®, Beorpan

np Tamapa Tonoposuh, XD, Beorpan

np Harama Josuh Opcunn, ,,BUHYA”,
beorpan

Opranuszanuonu oaodop:

Tamapa Tomoposuh, XD, Beorpan
Boxumap Yobespuh, XD, Beorpan
Katapuna Anhenkosuh, X®, beorpaxn
[penpar Puctuh, X, beorpan
Muma JesroBuh, ULIX®D, Beorpan
Hesena CreBanoBuh, X®, Beorpan
[Jparana Murtuh, UIIX®, Beorpan
JoBana Apamkos, X®, beorpan
Cama Kokanos, X®, beorpax

Amnppej Munmsojar, UIX®, beorpan

SERBIAN
CRYSTALLOGRAPHIC
SOCIETY

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 Bogdanovi¢, ,,VINCA”, Belgrade
Dr Mirjana Milié, ,,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 Dapéevi¢, TMF, Belgrade
Dr Sabina Kova¢, RGF, Belgrade

Dr Bozidar Cobelji¢, HF, Belgrade

Dr Maja buki¢, PMF, Kragujevac

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

Dr Tamara Todorovié, HF, Belgrade

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

Organizing Committee:

Tamara Todorovié, HF, Belgrade
Bozidar Cobelji¢, HF, Belgrade
Katarina Andelkovi¢, HF, Belgrade
Predrag Risti¢, HF, Belgrade
Mima Jevtovié, ICHF, Belgrade
Nevena Stevanovi¢, HF, Belgrade
Dragana Miti¢, ICHF, Belgrade
Jovana Araskov, HF, Belgrade
Sanja Kokanov, HF, Belgrade
Andrej Milivojac, ICHF, Belgrade



18 Yemena caonuumersa

TAYTOMEPHUJA A30 IIMPUTOHCKHUX BOJA: KPUCTAJIHA
CTPYKTYPA U COJIBATOXPOMHA CBOJCTBA

J. Jlahapepuh ?, JI. Panosanosuh 5, A. Mamyaosuh %, H. Tpumosuh ?, A. Jlazuh %, J.
Porawn ?, JI. Mujun?

@ Vnusepsumem y Beoepady, Texnonowxo-memanypuku ¢paxynmem, Kapueeujesa 4,
Beoepao, Cpbuja;, ° Hnosayuonu yenmap Texnonowko-memanypwkoz axyimema,,
Kapneeujesa 4, beoepao, Cpouja

e-mail: jmirkovic@tmf.bg.ac.rs

A30 0oje ce mocHenmHUX JClCHUja NMPUMEHY]Y y Pa3InduTHM obnacTuma 300r
N3y3eTHHUX CBOjcTaBa. tbuxopa npuMeHa je y BEJIMKOj MEpU IoBe3aHa ca peHOMEHOM a30-
XHIpa3oH TayToMepuje. Hammve, onpelhuBame CTpyKTypHOT 00JHKa a30 00ja je 3Ha4ajHO
KaKO Ca TEOPHjCKOT CTAaHOBHIITA, TAKO U U3 TEXHUYKE MEPCHEKTHUBE jep a30 U XHUIPa30H
TayTOMEPH I0Ceyjy pa3iInuuTa GU3NIKa U XeMHjCKa CBOjCTBA.

VY oBoMm pajny, cuHTeTHcaHa je a3o 0oja (5-(2-xmopdenniazo)-3-unjano-1-eTni-6-
XUJPOKCH-4-METHII-2-IIUPUIOH) ¥ OKapaKTepucaHa eleMeHTaTHOM aHaiun3oMm, NMR nu
ATR-FTIR CHeKTpoCKONHjOM ¥ PEHATEHCKOM CTPYKTYpPHOM aHaIM30M (CIIMKa).
ComnBatoxpomHa cBojcTBa 0o0je mcrmuTana ¢y UV-Vis CHEKTPOCKOMHjOM y pasTHIuTHM
pacTBapadmuMa Kako Ou ce yTBPANO JOMUHAHTAH CTPYKTYpHH 00IHK Ooje.

Kpucranna crpykrypa je mokasana Ja
0oja kpucramuiie y OOJNUKY XHIP30H
tayromepa. Crabumuzanyja KpUCTAIHOT
MaKoBamba OCTBapeHa je IOCPEICTBOM
Pa3IMUUTHX HEKOBAJIEHTHUX WHTEPaKLHUja
kao mro cy C-H---O/N, z-z, cmoboman
estektpoHcku nap-z u Cl---O.

Kpucmanoepadghcku nooayu:
CisHi3CIN4O2, M, = 316,74, TpuKIMHAYAH
cucrtem, mpoctopHa Tpyma P 1, a =

7,9490(16), b = 8,9645(18),

c = 11,6972 A, a = 1729203),

o & p = 83593), y = 66773) °

voo= 713213) A, z = 2,

Crnuka. ACI/IMCTI/I‘I.HEI JeAMHUIIA a30 F000) = 328, p. = 1437 g om?,
0oje u(MoKo) = 0,274 mm™', R, = 0,0447 u S =

1,018 3a yraumenux 219 napamerapa u 1941
npumehenux peduekcuja ca [ > 20(/).
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TAUTOMERISM OF AZO PYRIDONE DYES: CRYSTAL
STRUCTURE AND SOLVATOCHROMIC ANALYSIS

J. Ladarevi¢ ?, L. Radovanovi¢ ?, A. MaSulovi¢ 2, N. TriSovi¢ ?, A. Lazi¢ ",
J. Rogan *, D. Mijin *

@ University of Belgrade, Faculty of Technology and Metallurgy, Karnegijeva 4, Belgrade,
Serbia; *Innovation Centre of the Faculty of Technology and Metallurgy, Karnegijeva 4,
Belgrade, Serbia

e-mail: jmirkovic@tmf.bg.ac.rs

Tremendous progress in the application of azo dyes in various fields has been achieved
over the past few decades due to their intriguing properties. Their application is closely
related to the phenomenon of azo-hydrazone tautomerism. Determination of the structural
isomer of the azo dyes is not only important from the theoretical standpoint but also from
the technical perspective since azo and hydrazone tautomers have distinctive physical and
chemical properties.

In this work, azo pyridone dye (5-(2-chlorophenylazo)-3-cyano-1-ethyl-6-hydroxy-4-
methyl-2-pyridone) has been synthesized and characterized by elemental analysis, NMR
and ATR-FTIR spectroscopy and single-crystal X-ray analysis (Figure). Solvatochromic
properties of the dye have been investigated using UV-Vis spectroscopy in solvents of
different polarity in order to determine
the dominant form in solvents.

The crystal structure of the dye
shows that the dye crystallizes in the
hydrazone form. The stabilization of the
crystal packing is achieved by weak non-
covalent interactions: C—H---O/N, 7#-m,
lone pair-r and CI---O.

Crystal data: C15sH13CIN4O,,
M, = 316.74, triclinic, space group P1, a

= 7.9490(16), b = 8.9645(18),

c = 11.6972) A, a = 72.92(03),

v v p = 83593), y = 66.773) °,

vV =1732.13) A3, Z = 2, F(000) = 328,

Figure. Asymetric unit of the azo dye. px = 1437 g em, u(MoKa) = 0.274

mm ', R =0.0447 and S=1.018 for 219
refined parameters and 1941 observed
reflections with 1> 20(1).
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