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Momusayus u yenv. BHOMTOrMUECKN aKTUBHBIE BEllleCTBa JaBpa Oiaropognoro (Laurus
nobilis) oTimM4arOTCsS BHICOKUME aHTHIAAOCTHYECKMMHU CBOMCTBAMH, UMEIOT BHICOKHUI
MOTEHIIMAN TPUMEHEHWs B OHAOKPHHOJNOTHYECKOW Tpaktuke [1-5], omHaKo
HHPOpPMALIUS O MOJICKYJISIPHOM B3aMMOJICHCTBUU HEKOTOPBIX KOMIIOHEHTOB JIaBpa
071aropoJHOTO € MOJIEKyJIaMH (hepMEHTaMH YeJIOBEeKa MPEACTaBIIAETCS HEIOCTaTOUHOM.
B cBs3u ¢ 3TUM LIeNIBI0 JaHHOM PaOOThI SIBISETCA U3yYEHHE MOJIEKYJISIPHBIX CBOMCTB U
adQUHHOCTH CBSI3BIBAHHMSI KOMIIOHCHTOB JIaBpa OJIarOpOJHOTO C TPEXMEPHBIMHU
CTPYKTypaMH MUILEBAPUTEIHHBIX ()ePMEHTOB YETIOBEKA.

Memoowr u anreopummei: TpexmepHas CTPYKTypa JH30COMAIbHOW KHCIIOW JHITa3bl
YeJioBeKa ObUla MOJy4YeHa METOIOM IOMOJOIMYHOTO MOAEIMPOBAHUS B MpeablIyIIeh
pabote [6]. [Iporienypa MONEKYISIPHOTO JOKHHTA JAHHOTO (DePMEHTa ¢ TPEXMEPHBIMHU
CTPYKTypamMH OHMOJIOTHYECKH aKTUBHBIX KOMIIOHEHTOB JaBpa OmaropogHoro [7] Oblia
npoBefieHa C HCIOJb30BaHMEM MporpamMmmuoro obecmedenus AutoDock Vina,
Proteins.Plus.

Pezynomamui: B pesynpraTe TNPOBEACHHBIX HCCICAOBAHMN TIONYyYEHBI JaHHEBIC
adpUHHOCTH CBSI3BIBAHUS M THIA MOJIEKYSIPHOTO B3aUMOAEHUCTBHS OCHOBHBIX
KOMIIOHEHTOB JiaBpa OJaropojHOTO € JM30COMANBHOW KHCIIOM JHUIAa30il denoBeka,
npejcTaBieHHbIe B Ta0. 1.

Taoauua 1. [lanasie ahGUHHOCTH CBSA3BIBAHMS M THIIA MOJICKYJIIPHOTO B3aUMOJIEHCTBHUS

KoMmmnoneHnTst AdduHHOCTS CBSI3BIBAHUS, Tun B3auMonelcTBUS
Kkan/monb
1,8-ttuHEON -8.8 Bogopoxroe
TepIUHUIAIICTAT -7.9 T'unpodobHOE
O-TTHHCH —6.8 T'unpodobHOE

Bo1600b1: DKCTIepHMEHTAIBHBIC JaHHbIe iN SiliCO ucceoBaHusl MOKa3bIBAIOT HAMYHE
O€JOK-IMTaHAHOTO B3aUMOJCHUCTBHUSI MEXKAY JH30COMAIBHOW KHUCIOW JIMMa30i
YeJI0BeKa M KOMIIOHEHTaMHU SKCTpaKTa jaBpa OsaropogHoro. OZHUM M3 HampaBieHUN
JaNbHEHINX HMCCICIOBAaHUI MOKET OBITh CKPHHHUHT IN VItr0 KMHETUKH CBS3bIBAHMS
KOMITOHEHTOB PacTeHus ¥ (PepPMEHTOB MMUIIEBAPEHUS YEIOBEKA.
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Motivation and Aim: The biologically active substances of laurel nobilis (Laurus nobilis)
are distinguished by high antidiabetic properties and have a high potential for use in
endocrinological practice [1-5], however, information on the molecular interaction of
some components of laurel nobilis with human enzyme molecules seems insufficient. In
this regard, the purpose of this work is to study the molecular properties and binding
affinities of Laurus nobilis components with the three-dimensional structures of human
digestive enzymes.

Methods and Algorithms: The three-dimensional structure of human lysosomal acid
lipase was obtained by homology modeling in a previous work [6]. The procedure for
molecular docking of this enzyme with three-dimensional structures of biologically
active components of Laurus nobilis [7] was carried out using AutoDock Vina,
Proteins.Plus software.

Results: As a result of the studies, data on the binding affinity and type of molecular
interaction of the main components of Laurus nobilis with human lysosomal acid lipase
were obtained, presented in the Table 1.

Table 1. Affinity and type of molecular interaction

Components Binding affinity, Kcal/mol Interaction
1,8-cineol -8.8 Hydrogen
terpinyl acetate -7.9 Hydrophobic
a-pinene -6.8 Hydrophobic

Conclusion: Experimental data from in silico studies indicate the presence of protein-
ligand interactions between human lysosomal acid lipase and components of bay laurel
extract. However, further in vitro studies are needed to determine how these components
can be used.
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