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AHHOTANUA

Pactymiee gucio myOGmuKariii MoCBSIIEHHBIX CHHTE3Y CHCTEM, COAEPIKAIUX B CBOCH CTPYKTYpe MTUPUMUANHOBBIN
LUKIT U a30METHHOBYIO TPYIIy, MPUBJICKACT K HUM BCe OOJIbIIE BHUMaHUS HCClienoBaTenel. Takue CHCTEMbI
00JIaIaf0T JIOCTATOYHO IIMPOKUM CIICKTPOM OHOJIOTMYECKOH aAKTUBHOCTH, B TOM YHMCIE, AHTUMHKPOOHOM,
TIPOTUBOBOCIIAMTEILHOMN, aHTHANAOSTHIECKON W MMPOTUBOOITYXOJIEBON. Takke CTOUT OTMETUTH, YTO OMCa30METHHEI
Ha OCHOBE IUPUMHIUHOB SIBIISIOTCA TMPEKPACHOM IUIOMIQAKON Ui MOCTPOEHUS] KOMIUIEKCHBIX COEIMHEHHUM C
MeTa/UlaMid. B COBOKYITHOCTH TakKoi OMOJIOrMYECKH aKTUBHBIN JIMTAHT U METAUI-KOMITIEKCOOOPa30BaTelh MOTYT
MMeTh Topazfo Oosee BBIpaKEHHOE (apMaKoJIOrnieckoe AeicTBre. VIMEHHO MO3TOMY HCCIEOBaHME JaHHOTO
HaITpaBJIEHUs SBISETCS aKTyalIbHBIM W TIEPCIIEKTUBHBIM C TOUKH 3PEHUS CO3/IaHMS MOTEHITHATIBHO BBICOKOA((EK-
TUBHBIX aKTHBHBIX (apMareBTHUecKux cyOcranmwid. [lenb HacToselt paboTel — pa3paboTka J1abopaTopHOTO
METO/Ia TOMyYEHHsI HOBBIX OMCAa30METHMHOBBIX MPOW3BOMHBIX 4,6-TUTHAPOKCUITUPUMHINH-5-KapOaIbIerHI0B U
oneHka in silico ux Owonormueckoil aktmBHOCTH. OcHoBanus Illudda momydamy myTeM KOHICHCAMN
COOTBETCTBYIOIINX KapOaTbIeTH OB C anu(aTHIecCKUMI 1 apOMaTHIECKUMU JUaMHHAMH B METaHOJIE U B BOJHOM
cpene. B craTbe mpoBOIUTCS aHAN3 BIMSIHUS 3JIEKTPOHHOTO CTPOSHHS 3aMECTHUTENSI BO 2 TIOJIOKEHUH TTHPUMH/IH-
HOBOTO IIMKJIa, ITHKEPHOTO (pparMeHTa v MpUpOAbI PACTBOPHUTENS HA BO3MOXKHOCTD IPOTEKAHHS PEAKIIH U BHIXOT
1eneBoro mpoxykra. CTpyKTyphl TONyYeHHBIX COSMMHEHHH TOATBEPIKIACHBI METOJOM SIIEPHOTO MarHUTHOTO
pesonanca Ha sapax 'H u °C, a Taxke Macc-criekTpockomui. {1 1eeBbIX IPOIYKTOB ObLT MPOBENEH CKPHHHIHT
OMOTIOTIYEeCKOl aKTUBHOCTH i silico ¢ momorkio BeO-pecypcoB PASS-online, Antivir-pred m CLC-pred, mokazaBmmit
BBICOKYIO BEPOSITHOCTB TPOSIBIICHHS PA3INYHBIX BHI0B OMOJIOTMUECKOH aKTHBHOCTH. Ha OCHOBaHMH TPOrHOCTHYECKUX
JAHHBIX in silico CKpUHUHATA ObLIIa YCTAHOBIIEHA CBSI3b MEXTY CTPYKTYPOH ITOMYYeHHBIX COSIMHEHNH 1 BEPOSTHOCTHIO
TIPOSIBIIEHNSI COOTBETCTBYIOIIEH OMOJIOTMYECKON aKTWBHOCTH, YTO TIO3BOJMT Ooee IIeeHanpaBieHHO POBOIUTH
JaTbHENIINE UCCIEIOBAHUI.
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Abstract

The growing number of publications devoted to the synthesis of systems containing a pyrimidine ring and an
azomethine group in their structure is attracting increasing attention from researchers. Such systems possess a
fairly broad spectrum of biological activity, including antimicrobial, anti-inflammatory, antidiabetic, and
anticancer effects. It is also worth noting that bisazomethines based on pyrimidines serve as an excellent
platform for constructing coordination compounds with metals. Consequently, such a biologically active ligand
combined with a metal complexing agent can exhibit significantly enhanced pharmacological action. This is
precisely why research in this area is relevant and promising from the perspective of developing potentially
highly effective active pharmaceutical ingredients. The aim of this work is to develop a laboratory method for
obtaining new bisazomethine derivatives of 4,6-dihydroxypyrimidine-5-carbaldehydes and to perform an in
silico evaluation of their biological activity. The Schiff bases were synthetised via the condensation of the
corresponding carbaldehydes with aliphatic and aromatic diamines in methanol and in an aqueous medium. The
article analyses the influence of the electronic structure of the substituent at the 2-position of the pyrimidine
ring, the linker fragment, and the nature of the solvent on the feasibility of the reaction and the yield of the target
product. The structures of the synthetised compounds were confirmed by 'H and "*C nuclear magnetic resonance
spectroscopy as well as mass-spectroscopy. An in silico screening of the biological activity of the target products
was performed using the PASS-online, Antivir-pred, and CLC-pred web resources, which indicated a high
probability of various types of biological activity. Based on the predictive data from the in silico screening, a
relationship was established between the structure of the synthetised compounds and the probability of
exhibiting the corresponding biological activity, which will enable more targeted further research.
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