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US-6 

Inhibicija aktivnosti butirilholinesteraze od strane abamektina i 
boskalida: kompjuterska i in vitro  

1, Milka Vrecl2 2 3 2, Sanja 
4 4 

1 -   
2  

3  
4  

hemiju, Beograd, Republika Srbija 

in silico i in vitro 
 da BChE iz Homo sapiens-a nije meta za abamektine B1A i B1B. 

Boskalid je pokazao gori Glide score (- -
((1-(benzensulfonil)-1H-indol-4-il)oksi)etil)(benzil)amin sa IC50=0.473 µM (Glide score = 
- 50 Ova studija 

 

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

1, Milka Vrecl2 2 3 2, Sanja 
4 4 

1 University of Faculty of Sciences and Mathematics, University of Ni  
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 B1A 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 IC50 

value of 0.473 µM (Glide score=-8.64 kcal/mol), so it is not surprising that its IC50 is 
significantly higher. This study highlights the protective role of BChE against certain 
pesticides. 


