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Ova knjiga sadrzi kratke izvode
Cetiri plenarna predavanja (PP),

dva predavanja dobitnika Medalje SHD (MP),
tri predavanja po pozivu (PPP),

devedeset sest saopStenja (0bima jedne stranice) i

pet radova (obima od najmanje Cetiri stranice),

prihvacenih za prezentovanje na
59. Savetovanju Srpskog hemijskog drustva.

This book contains abstracts of
four plenary lectures (PP),
two lectures of SCS Medal awardees (MP),
three invited lectures (PPP),
ninety-six abstracts and
five papers accepted for presentation at
the 59" Meeting of the Serbian Chemical Society.

Informacije i stavovi izneti u ovoj publikaciji su provizorni. Srpsko hemijsko drustvo, urednik i
uredivacki odbor nisu odgovorni za interpretacije, eventualne posledice i stamparske greske.

The information and the opinions given in this publication are provisional. Serbian Chemical
Saciety, Editor or Editorial Board are not responsible for any interpretations, their consequences or

typographical errors.
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Teorijska hemija

Theoretical Chemistry
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TH-3
Neocekivani Ni(III) komleks sa hidrazonskim ligandom — analiza
spinskih stanja
Milos K. Milgi¢!, Maja A. Gruden', Matija S. Zlatar?

! Univerzitet u Beogradu — Hemijski fakultet, Studentski trg 12 — 16, Beograd, Srbija
2Univerzitet u Beogradu — Institut za hemiju, tehnologiju I metalurgiju, Njegoseva 12, 11000 Beograd, Srbija

Tokom sinteze kompleksa nikla(I) sa tridentatnim I—1-(2-0kso-2-(2-(1-(piridin-2-
il)etiliden)hydrazinil)etil)piridin-1-ijum ligandom (L) doslo je do neocekivane oksidacije
Ni(IT) u Ni(Ill), vazdusnim kiseonikom, pri veoma blagim uslovima. Nastali oktaedarski
[NiL(N;);] kompleks pokazuje veoma zanimljive spinske | magnetne osobine, koje su
proucavane metodama teorije funkcionala gustine (DFT). Proracuni su pokazali da ¢e u
vodenom rastvoru, dubletno spinsko stanje biti osnovno stanje ovog kompleksa, dok je
energija kvartetnog spinskog stanja za 16,55 kcal/mol visa. U osnovnom stanju, spinska
gustina nesparenog elektrona je locirana najve¢im delom na jonu Ni(lll) (76,5%), |
atomima azota (10,7%) | kiseonika (7,5%) iz prve kooridnacione sfere kompleksa.

Unexpected Ni(I11) complex with hydrazone lignad — spin state
analysis

Milos K. Milgi¢', Maja A. Gruden®, Matija S. Zlatar?
L University of Belgrade — Faculty of Chemistry, Studenstki trg 12-16, 11000 Belgrade, Serbia
2 University of Belgrade — Institute of Chemistry, Technology and Metallurgy, Njegoseva 12, 11000 Belgrade,
Serbia

During  synthesis of Ni(Il) complex with (E)—1-(2-0x0-2-(2-(1-(pyridin-2-
yl)ethylidene)hydrazinyl)ethyl)pyridin-1-ium ligand (L) unexpected oxidation of Ni(ll) to
Ni(lI1) with atmospheric oxygen occurred at mild conditions. Unusual spin and magnetic
properties of the synthesized octahedral [NiL(N3);] complex, were further investigated
with Density Functional Theory (DFT) methods. These DFT calculations have shown that,
in water solution, doublet state is the ground state for Ni(lll) complex, with the quartet
state higher in energy for 16.55 kcal/mol. Spin density calculations have revealed that most
of the spin density is located on Ni(lll) ion (76.5%), and N (10.7%) and O (7.5%) atoms
from the first coordination sphere of the complex.

Acknowledgment: This research was supported by the Science Fund of the Republic of

Serbia, #7750288, Tailoring Molecular Magnets and Catalysts Based on Transition Metal
Complexes — TMMagCat.
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