Srpsko hemijsko drustvo

Serbian Chemical Society

59. Savetovanje
Srpskog hemijskog drustva

KRATKI 1ZVODI
RADOVA

KNJIGA RADOVA

59" Meeting of
the Serbian Chemical Society

Book of Abstracts
Proceedings

Novi Sad 1.1 2. jun 2023. godine
Novi Sad, Serbia, June 1-2, 2023



59. Savetovanje SHD

CIP- Katanoruzanyja y myoauKamnujn
Hapoana 6ubmmorexa Cpouje, beorpan

59. SAVETOVANJE SRPSKOG HEMIJSKOG DRUSTVA,
Novi Sad, 1. i 2. jun 2023.

KRATKI 1ZVODI RADOVA/KNJIGA RADOVA

59" MEETING OF THE SERBIAN CHEMICAL SOCIETY
Novi Sad, Serbia, 1-2 June 2023

BOOK OF ABSTRACTS/PROCEEDINGS

Izdaje/Published by

Srpsko hemijsko drustvo/Serbian Chemical Society

Karnegijeva 4/111, 11000 Beograd, Srbija

tel./fax: +381 11 3370 467; www.shd.org.rs, E-mail: office@shd.org.rs
Za izdavaca/For Publisher

Dusan Sladi¢, predsednik Srpskog hemijskog drustva

Glavni i odgovorni urednik/ Editor

Daniela Soji¢ Merkulov

Uredivacki odbor/Editorial Board

Suzana Jovanovié-Santa, Stanislava Oli¢ Ninkovi¢, Ksenija Pavlovi¢, Aleksandar
Okljesa

Priprema za §tampu i Stampa/Prepress and printing
Razvojno-istrazivacki centar grafickog inZenjerstva Tehnolo§ko-metalurskog
fakulteta, Beograd / Research and Development Centre of Printing Engineering, Belgrade

Tiraz/ Circulation
30 primeraka/ 30 copies printing

ISBN 978-86-7132-081-8


http://www.shd.org.rs/
mailto:Office@shd.org.rs

59. Savetovanje SHD
HI-4

Ispitivanje medumolekulskih interakcija ra¢unarskim
simulacijama

Milana M. Zaric, Mirjana Lj. Kijevcanin:, lvona R. Radovic:.
tUniverzitet u Beogradu, Institut za hemiju, tehnologiju i metalurgiju, Beograd, Srbija
2Univerzitet u Beogradu, Centar za hemiju i inZenjering Zivotne sredine, Centar izuzetnih vrednosti IHTM,
Beograd, Srbija
*Univerzitet u Beogradu, Tehnolosko-metalurski fakultet, Beograd, Srbija

ExcnepiMeHTanHa Mepema W TMOAAalM Cy OJl CYWITHHCKOT 3Hauyaja 3a TpyKame
nH(OopMaIFja O CBOjCTBUMA M MOHAIAky cMelta. MelyyTuM, KOMITjyTepcKH IPOpadyHu y
KOMOWHAIIW]U ca eKCTIEPUMEHTATHAM MEPEHEM MOTY MPYXHUTH AyOJbH YBUJ y MOHAIIAKE
W UHTEpaKIHje Ha MOJEKYJICKOM HHBOY.. 3a Te4YHe OWHapHE cMelle HEKOBAJICHTHE
UHTEpaKIMje Cy Mpoy4YaBaHE KBAHTHHUM XEMHUjCKUM TPOpAaYyHHMa W MOJICKYJICKO-
IUHAMAYKAM CHMYyJamdjama. McTpaxeH je yTHIa) pa3IHuuTHX (YHKIIHOHATHUX TpyIIa,
MOITYT JIBOCTpYKe Be3e ca MoryhHomhy n-n uHTepakuuje U -OH rpyne ca moryhuomrhy
BojioHMYHE Be3e. [lopen Tora, mpoydaBaiy cMO YTHIIQ) TEOMETPHje MOJIEKYylia Ha CBOjCTBa
OMHApHHUX cMeITa.

Investigation of intermolecular interactions using computer
simulations

Milana M. Zaric, Mirjana Lj. Kijevcanin:, lvona R. Radovic:.

*University of Belgrade, Institute of Chemistry, Technology and Metallurgy, Belgrade, Serbia
*University of Belgrade, Centre of Excellence in Environmental Chemistry and Engineering — ICTM, Belgrade,
Serbia
*University of Belgrade, Faculty of Technology and Metallurgy, Belgrade, Serbia

Experimental measurement and data are essential for providing the information of
properties and behavior of mixtures. However, the computer calculations combined with
experimental measurement can provide a deeper insight of behavior and interactions at the
molecular level:. For liquid binary mixtures the non-covalent interactions were studied with
qguantum chemical calculations and molecular dynamic simulations. The influence of
different functional groups, like the double bond with possibility for the n-n interactions
and the -OH group with possibility for the hydrogen bonding was investigated. In addition,
we studied the influence of the geometry of the molecule on the properties of binary
mixtures.

1. M. M. Zari¢, 1. R. Radovi¢, M. Lj. Kijev¢anin, J. Mol. Lig. 2020, 303,112486
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