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AHHOTAUA

Pa3pa60TaHH MCTO/JIbI TIOJIYYCHHA CEMHU HE OIMCAHHBIX PAHEC aSOcoeJII/IHeHHﬁ, COJZCpKaAIIMX B KadCCTBE
A30KOMITOHEHTA 2-ITHaHOMETHIIEHTHA30IUANH-4-0H, IMEIOLIHH, COTIIACHO JIUTEPATYPHBIM JaHHBIM, BBICOKYIO
OMOJIOTMYECKYH0 aKTHBHOCTD, & B KAUECTBE IMa30COCTABIISIOMINX -4-aMUHOOEH301- 1 -cynibhoHamu I, 3-xj1op-4-
(MophoMH-4-HT)aHUITHH, 5-aMUHO-2-THPOKCHOCH30MHAS KHCIIOTA, 3-aMUHOMUPUINH, 2-aMHHO-5-HUTPO(GEHOM,
4-(4-merokcudennn)-3-merui- 1 H-nupazon-5-amuH, 4-aMuHO-2,5-numetwi- 1 -¢ennn-1,2-murumpo-3 H-nupa3zon-3-
OH. XOJI peakIy KOHTPOJIHPOBAICS METOIOM TOHKOCIOWHOM Xpomarorpadun. CTpoeHre 1 YUCTOTa ITOTYYeHHBIX
COC/IMHEHNI TIOATBEPK/IEHBI C MOMOIIBI0 XpoMaTo-Mace-criekTpomerpur (LC-MS), 'H SIMP, MK u DI1P crexTpo-
ckormu. B WK criekTpax coequHeHHM HaOMIOIAaeTCs XapaKTEPUCTHUYECKHME IOJNOChI BaJICHTHBIX KojieOanuit C-H
cBsi3eil GeH30MIBHBIX Komel B 06macti 3100-3300 cv . MHTeHCHBHEIE TOJIOCHI TIOTIIOMEHH s B 06mactu 1650-1697
cM' oTHOCATCA K KonmeGaHusM KapOoHmmbHBIX C=0 rpymm. MX HH3KOYaCTOTHOE CMEIIEHHE OTHOCHTEIBHO
xiaccuaeckoro (1750-1730 cv') yka3siBaer Ha To, 4TO KapOOHMIIEHBIE IPYTIIBI YIACTBYIOT B 0OPa30BaHNH BHYTPH-
WA MEKMOJIEKYIIIPHBIX BOJOPOIHBIX CBsi3el. | mupa3zonHas hopma coemmHeH moaTBepxKIeHa orcyTcTereM B UK
CTIEKTpax MOIVIONIEHNs XapaKTEPUCTHYHEIX Tonoc mornomennss N=N rpymmel B obmactu 1400 cv’, a Taxke
npucytctueM B 'H SIMP crektpax cunriera B oomact 13.8-11.96 M.JI. COOTBETCTBYIONIEMY CHTHANY MPOTOHA
THIPa30HHOTO (hparMeHTa. J[ITMHHOBOIHOBAS TOJI0CA TIOTJIOMICHHUSI COCTMHEHNUN JISKHUT B obmactu 543-370 HM.
Ha ocHOBaHMM NMaHHBIX KOMITBIOTEPHOTO MPOTHO3HPOBAHUS IO JIETATBHOM TOKCHYHOCTH JUISI KPBIC TIPU JBYX
BUZaX BBeACHUs (BHYTPHBEHHBIN W MepopanbHbIi) ¢ moMoribio mporpammbl GUSAR Bce m3ydeHHble B pabote
A30COEIMHEHHSI MOYKHO OTHECTH K TPyIITe HETOKCHYHBIX WM K CTab0TOKCHYHBIX. [IporHo3npoBaHie TOKCHIHOCTH
HOBBIX a30COeIMHEHI Ha OHNaiH-atdopme Protox 3.0 moarBepikmaeT pe3ysbTarhl, OJTyYeHHBIE B TIPOTpaMMe
GUSAR, Bce cuHTE3UpOBaHHbIE COCAUHEHUs OTHOCATCS K KateropusaM IV u V ¢ LD50 B muanazone ot 1350 mo
3000 mr/xr.
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Abstract

Methods have been developed for the preparation of seven previously undescribed azo compounds containing
2-cyanomethylenethiazolidin-4-one as the azo component, which, according to the literature, has high biological
activity, and 4-aminobenzene-1-sulfonamide, 3-chloro-4-(morpholin-4-yl)aniline, 5-amino-2-hydroxybenzoic
acid, 3-aminopyridine, 2-amino-5-nitrophenol, 4-(4-methoxyphenyl)-3-methyl-1H-pyrazol-5-amine, 4-amino-
2,5-dimethyl-1-phenyl-1,2-dihydro-3H-pyrazol-3-one as diazo components. The reaction progress was monitored by
thin-layer chromatography. The structure and purity of the obtained compounds were confirmed using chro-
matograph mass spectrometry (LC-MS), NMR 'H, IR and EPR spectroscopy. The IR spectra of the compounds
contain characteristic bands of stretching vibrations of C-H bonds of benzene rings in the region of 3100-3300
cm’. Intense absorption bands in the region of 1650-1697 cm™ are attributed to vibrations of carbonyl C=0
groups. Their low-frequency shift relative to the classical one (1750-1730 cm™) indicates that carbonyl groups
participate in the formation of intra- or intermolecular hydrogen bonds. The hydrazone form of the compounds
is confirmed by the absence of characteristic absorption bands of the N=N group in the IR absorption spectra in
the region of 1400 cm™, as well as the presence of a singlet in the NMR 'H spectra in the region of 13.8-11.96
ppm. The corresponding proton signal of the hydrazone fragment. The absorption wavelength lies in the range
of 543-370 nm. Based on computer prediction of lethal toxicity in rats for two modes of administration
(intravenous and oral) using the GUSAR program, all azo compounds studied in this study can be classified as
non-toxic or slightly toxic. GUSAR confirms the toxicity prediction of new azo compounds in the Protox 3.0
online platform; all synthesized compounds belong to categories IV and V, with LD50 values ranging from
1350 to 3000 mg/kg.
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