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Ova knjiga sadrzi kratke izvode
cetiri plenarna predavanja (PP),
dva predavanja dobitnika Medalje SHD (MP),
cetiri predavanja po pozivu (PPP),
sto Cetrnaest saopstenja (obima jedna stranica) i
osam radova (obima od najmanje Cetiri stranice),
prihvacenih za prezentovanje na
58. Savetovanju Srpskog hemijskog drusStva.

This book contains abstracts of
four plenary lectures (PP),
two lectures of SCS Medal awardees (MP),
four invited lectures (PPP),
one hundred and fourteen abstracts and
eight papers accepted for presentation at
the 58" 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 Society,
Editor or Editorial Board are not responsible for any interpretations, their consequences or
typographical errors.
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Magnetna anizotropija u pentagonalno bipiramidalnim
kompleksima prve serije prelaznih metala

Filip Z. Vlahovi¢', Maja A. Gruden®, Matija S. Zlatar®
! Inovacioni centar Hemijskog fakulteta, Studentski trg 12-16, 11000 Beograd, Srbija
? Univerzitet u Beogradu - Hemijski fakultet,Studentski trg 12-16, 11000 Beograd, Srbija
3 Univerzitet u Beogradu - IHTM, NjegoSeva 12, 11000 Beograd, Srbija

U ovom radu prikazana je validaciona studija u cilju preciznog izraCunavanja magnetne
anizotropije primenom teorije funkcionala gustine (DFT). Analizirana su 26 sedmo-
koordinovana visoko-spinska kompleksa prve serije prelaznih metala, upotrebom dve DFT
metode (CP-DFT i LF-DFT), a dobijeni rezultati uporedeni sa eksperimentalnim. U potrazi
za najtaCnijim teorijskim opisom magnetne anizotropije, testirali smo razliCite tipove
aproksimacija funkcionala gustine kako za izraCunavanje precizne geometrije, tako i za

taan opis magnetne anizotropije.

CTM ag

Slika 1. Geometrija prve koordinacione sfere ispitivanih kompleksa

Magnetic anisotropy in pentagonal bipyramidal complexes of first-
row transition metal ions

Filip 7. Vlahovi¢', Maja A. Gruden®, Matija S. Zlatar’
! Innovative Centre, Faculty of Chemistry, Belgrade, Ltd., Studenstki trg 12-16, 11000 Belgrade, Serbia
2 University of Belgrade - Faculty of Chemistry, Studenstki trg 12-16, 11000 Belgrade, Serbia
3 University of Belgrade — ICTM, NjegoSeva 12, 11000 Belgrade, Serbia

We present a validation study that aims to accurately describe magnetic anisotropy using
the density functional theory (DFT) approach. We have examined 26 seven-coordinate
high-spin first-row transition metal complexes with two DFT methods (CP-DFT and LF-
DFT) and compared the result with available experimental data. We have tested various
DFT flavors in search of the best geometrical optimization conditions and the most
accurate theoretical description of magnetic anisotropy.
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Serbia, #7750288, Tailoring Molecular Magnets and Catalysts Based on Transition Metal
Complexes — TMMagCat.
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