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Ova knjiga sadrzi kratke izvode
dva plenarna predavanja (PP),
Sest predavanja po pozivu (PPP),
jedno predavanja dobitnika Medalje SHD (MP),
deset usmenih saopstenja (US) i
osamdeset dva saopStenja (obima jedne stranice)
prihvacenih za prezentovanje na
60. Savetovanju Srpskog hemijskog drustva.

This book contains abstracts of
two plenary lectures (PP),
six invited lectures (PPP),

lecture of SCS Medal awardee (MP),
ten oral presentations (US), and
eighty-two abstracts
accepted for presentation at
the 60™ 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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Inhibicija aktivnosti butirilholinesteraze od strane abamektina i
boskalida: kompjuterska i in vitro proucavanja

Biljana B. Arsi¢!, Milka Vrecl?, Tomaz Trobec?, Kristina Sep&i¢®, Robert Frangez?, Sanja
M. Glisi¢*, Jelena S. Miliéevié*
! Univerzitet u Nisu, Prirodno-matematicki fakultet u Nisu, Departman za hemiju, Ni§, Republika Srbija
2 Univerzitet u Ljubljani, Veterinarski fakultet, Institut za preklinicka ispitivanja, Ljubljana, Slovenija
3 Univerzitet u Ljubljani, Biotehnicki fakultet, Departman za biologiju, Ljubljana, Slovenija
4 Univerzitet u Beogradu, Institut za nauklearne nauke ,, Vinca“, Laboratorija za bioinformatiku i racunarsku
hemiju, Beograd, Republika Srbija

Rastuéi trend za poljoprivrednim proizvodima doveo je do pogre$ne upotrebe pesticida.
Butirilholinesteraza (BChE) sprecava odredene pesticide da nepovratno inhibiraju
acetilholinesterazu (AChE), drugi enzim klju¢an za neurotransmisiju. Za nasa istrazivanja
smo izabrali Cesto koriS¢ene pesticide abamektin i boskalid. Nasa in silico i in vitro
istrazivanja su pokazala da BChE iz Homo sapiens-a nije meta za abamektine B1A i B1B.
Boskalid je pokazao gori Glide score (-6.88 kcal/mol) nego potvrdeni inhibitor BChE (2-
((1-(benzensulfonil)-1H-indol-4-il)oksi)etil)(benzil)Jamin sa ICs=0.473 uM (Glide score =
-8.64 kcal/mol), tako da nije iznenadujuée da je njegov ICso znacajno visi. Ova studija
naglasava zastitnu ulogu BChE protiv odredenih pesticida.

Inhibition of butyrylcholinesterase activity by abamectin and
boscalid: computational and in vitro studies

Biljana B. Arsi¢', Milka Vrecl?, Tomaz Trobec?, Kristina Sep¢i¢?, Robert FrangeZ?, Sanja
M. Glisi¢*, Jelena S. Milicevi¢*
! University of Nis, Faculty of Sciences and Mathematics, University of Nis, Ni§, Republic of Serbia
2 University of Ljubljana, Veterinary Faculty, Institute for Preclinical Sciences, Ljubljana, Slovenia
3 University of Ljubljana, Biotechnical Faculty, Department of Biology, Ljubljana, Slovenia
4 University of Belgrade, Institute of Nuclear Sciences, Department for Bioinformatics and Computational
Chemistry, Belgrade, Republic of Serbia

The growing demand for agricultural products has led to the misuse of pesticides.
Butyrylcholinesterase (BChE) prevents some pesticides from irreversibly inhibiting
acetylcholinesterase (AChE), another enzyme crucial for neurotransmission. For our
studies, we choose commonly used pesticides abamectin and boscalid. The Homo sapiens
BChE was shown not to be a target for abamectins BIA and B1B either in silico or in
vitro. Boscalid showed a worse Glide score (-6.88 kcal/mol) than the approved BChE
inhibitor (2-((1-(benzenesulfonyl)-1H-indol-4-yl)oxy)ethyl)(benzyl)amine with an ICs
value of 0.473 uM (Glide score=-8.64 kcal/mol), so it is not surprising that its ICso is
significantly higher. This study highlights the protective role of BChE against certain
pesticides.
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