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V. BimomocTi npo gucepraniio
MoBga guceprTaiiii: Vkpaincoka
Koy TeMaTHYHUX PYOPHK: 31.23

Tema guceprauii:
1. CunTe3 Ta JocigKeHHs 6i0J10rYHUX BJIaCTUBOCTEN HOBUX MOXiTHUX 3-aMmiHO-1,2,4-Tpuazomny 1a 5-

aMmiHOTeTpasoJIy

2. Synthesis and study of biological properties of new derivatives of 3-amino-1,2,4-triazole and 5-aminothetrazole

Pedepar:

1. Inceprauiiina po60Ta NpUCBSY€HA PO3pOOLi NapanesbHAX METOIB CUHTe3y 3-amiHO-1,2,4-Tpua3oiB Ta 5-
aMiHOTEeTpPa3oJIiB, i3 NOJaNbIIUM NOCTiIKEHHSIM 6i0JI0rYHUX BIACTUBOCTEN HOBUX IOXiTHUX LIMX CIIONyK. Tema
IYCEePTaLiHOTO IIPOEKTY € aKTyasIbHOIO 3 OIJISINy Ha PO3LIMPEHHS CUHTETUYHO JOCTYIIHOIO XiM{YHOTO IIPOCTOPY
Pi3BHOMAaHITHO (PYHKIiOHATi30BaHUX T€TEPOLMKIIIYHUX CIOJIYK, & TAKOXK 3 TOUKU 30pY MOJIETIIeHHS 3HAX0IKEeHHS
[IEPBUHHMUX XiTiB i3 HOBUM XEMOTHUIIOM Y IIPOEKTAX IOIIYKY JIIKAPChKUX 3aC00iB. PO3p06IeHi HAMU CUHTETUYHI
migxonu oo ofepskaHHs 3-amiHO-1,2,4-Tpra3oliB Ta 5S-aMiHOTETPa30J1iB € MPUAATHUMU JIO TIapajiesIbHOTO
IIPOBEIEHHS — TOOTO, CUHTE3Y Y IIaTax, o He IOTpedye 0COOIMBUX YMOB [IPOBEJIEHHS T BUIJIEHHS IJ1s1
6inpIocTi KOMGiHANLM BUXiTHNX pe4yoBUH. Lle Takox Oysa ofHa i3 BUMOT, 1[0 BUCYBAJIMCS HAMU 10 CUHTETUIHUX

nipxonis. [Tpu Baniganii 3arpornoHoBaHMX METOMIB CUHTE3y OyJsio oTprMaHo 176 HoBUX 3-amiHO-1,2,4-TpuazosiB Ta



277 HOBUX 5-aMiHOTETPa30J1iB. TaKMM YMHOM, CTYHiHb YCIIIIHOCTI NapajesbHAX CUHTE3iB CTaHOBUIA 76% Ta 69%
BifoBigHO. Byl0Ba 0fep>)kaHUX PEYOBUH MiATBEPIKyBalach 3a JornomMmoromw SIMP-cnektpockomnii Ta mac-
criekTpoMeTpii. [IpakTMYHUM 3HaYEHHSIM OTPUMAHUX PE3YJIbTATIB € 2 HOBUX CUHTETUYHUX ITiIXOAM 10 OJep KaHHS
noxigHux 3-amino-1,2,4-tpuasosy Ta S-aMiHOTE€TPa30y, 10 CYTTEBO PO3LIMPIOIOTh MeXKi XIMIUHOTO TPOCTOPY
CUHTETUYHO JOCTYITHUX MOJIEKYJI, IKi MICTATH 1ii reTepouuKin. KpiM TOro, okasaHi MOKJIMBOCTI 3aCTOCYBaHHS

BEJIMKUX XiMIYHUX ITPOCTOPIB Ha IIEPBUHHUX €Tarax MOIYKY JIiKapChbKUX 3aCO0iB.

2. This thesis is dedicated to the development of parallel synthesis protocols leading to 3-amino-1,2,4-triazoles and
5-aminotetrazoles, with further research of biological properties of the new derivatives of these compounds. The
topic of this thesis is relevant since it concerns expansion of the know n synthetically feasible chemical space of
diversely substituted heterocyclic compounds, and also from the aspect of facilitation of the primary hits discovery
on the early stages of the DD projects. The synthetic approaches to 3-amino-1,2,4-triazoles and 5-aminotetrazoles
developed in this work are suitable for parallel chemistry - i.e, plate synthesis that does not require special
conditions for the synthesis and purification for most of the combinations of starting materials. This was another
requirement for the synthetic method that we have considered upon the research. Upon the validation of the
proposed synthetic approaches, 176 new 3-amino-1,2,4-triazoles and 277 new 5-aminotetrazoles were synthesized.
Success rate of the syntheses was 76% and 69%, correspondingly. Structure and purity of the obtained compounds
was proved using NMR spectroscopy and LC/MS. For the accession of the selectivity of the binding, we have
conducted analogous The practical significance of this work is 2 new synthetic approaches to 3-amino-1,2,4~
triazoles and 5-aminotetrazoles that significantly expand the chemical space of the synthetically feasible
molecules containing these heterocycles. In addition, the potential of the use of vast chemical spaces on the
primary stages of the drug discovery projects has been shown.
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IIpiopuTeTHHH HaNpsSIM PO3BUTKY HayKH i TEXHIKHU: OyHgamMeHTasbHI HAYKOBI HOCIIIPKEHHS 3 HANGIIbII
BaXJIMBUX IIPOGJIEM PO3BUTKY HAYKOBO-TEXHIYHOI0, COLiaJIbHO-€KOHOMIUHOTr0, CyCIiIbHO-TIOJiTUYHOTO,
JIIOJICBKOTO NIOTEHLjaNy 17151 3a0e311e4eHHs] KOHKYPEHTOCIIPOMOXKHOCTI YKpaiHU y CBiTi Ta CTaJIOr0 PO3BUTKY
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