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Koau remaTuyHHUX PyOpHK: 31.21.17
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1. BukopucTaHHS MYJIBTUKOMIIOHEHTHHUX Ta JOMIHO-peaKUil [JjIsl CMHTE3Yy MOXiIHUX 2-TiOKCOo-2,3-
nurinpo[l,3]tiasomnis

2. Uses of multicomponent and domino-reactions for synthesis of derivatives of 2-thioxo-2,3-dihydro[1,3]thiazoles

Pedepar:

1. O6’exTu mocnimkeHHs: TPUKOMIIOHEHTHA KOHJEHcallis OpraHiyHUX i30TioliaHaTiB, CipKu Ta
L[iaHOMETUJIEHAaKTUBHUX CIOJIyK. MeTa: [IpoBeieHHs OOCTiIKEHHS CUHTETUYHAX MOXJIMBOCTEN
MYJIbLTUKOMIIOHEHTHOI KOHZ€HCallil OpraHivHUX i30TiOLiaHaTiB, CIpKM Ta LjijaHOMETUJIEHAKTUBHUX CIIOyK. MeTonu:
CuH-Te3 noxigHux 2-Tiokco-2,3-aurinpo[l,3]ria3osiB; cuHTE3 KOMGIHATOPHUX GibJIOTEK MOXiTHUX 2-TioKC0-2,3~
nurigpo[l,3]riazosiB; aHasi3 CTPYKTYPHUX OCOBIMBOCTEN OJIE€P>KaHUX PEYOBMH 32 JOIIOMOTIOI0 Cy4acHUX Qi3uKo-
XIMIYHMX METOJIB NOCIiIKEHHS: clieKTpockorii SIMP, XxpomaTo-mMac-CrieKTpOMETpii, pPEHTTEHOCTPYKTYPHOI'O Ta
€JIEMEHTHOTO aHaJli3iB; KOMITIOTEPHE [IPOTHO3YBaHHS CIIEKTPY 6i0JI0TriYHOI aKTUBHOCTI 6i61i0TEK CIOJIYK Ha OCHOBI
PO3pO06IeHUX TEMILJIENTIB 3 BUKOPUCTAHHSIM KOMITI0TepHOI Tporpamu PASS, npoBenieHHSI TEpBUHHOTO
6i0JIOTIYHOTO CKPUHIHTY CMHTE30BaHUX CIOJIYK. BuBueHo: [JocigkeHi MOKIMBOCTI XiMiYHMX IEPETBOPEHD
TPUKOMITIOHEHTHOI peaKlii OpraHiyHuX i30TioliaHaTiB, CipKy Ta LIiaHOMETUIEHAKTUBHUX CIIOJYK [1PY BBEJEHHI B

peaxliio pe4oBUH 6ileHTaTHOI XiMiYHOIIPUPOIY, PEYOBUH 3 [ONATKOBUMH XIM{YHO aKTUBHUMMU yTPYIIyBaHHSIMU Ta



IOJATKOBUX KOMIIOHEHTiB. CUHTE30BaHi HOBI, HE OINMCAaHi B JiTeparypi pe4oBUHU. JlesiKi 3 HUX MAIOTh ()parMe-HTU
IIBOX HOBUX, HEBiJOMUX PaHillle KOHJEHCOBAaHUX reTEPOLMK-JIIYHUX CUCTEM. JOCTII>KEHO HOBI MyJIbTUKOMIIOHEHTHI
Ta TaHJEMHI IEPETBOPEHHS, a TAKOXK HOBi OJJHOPEAKTOPHI [IPOLECH, L]0 € IIPOrPECUBHUM KPOKOM 17151 CTBOPEHHS
METO0JIOTI i TEXHOJIOTIi CUHTE3y PEYOBMH JAHOI IPYIU. Y Pe3yJIbTaTi IPOBENEHUX LOCIIIKEHb CUHTE30BaHO 144
HEOINMCAHUX Yy JiTepaTypi CIOJIYK, CTPYKTYpa SKUX MiATBepIKeHa JaHUMU Cy4acHUX (i3UKO-XiMiYHMX METOLiB
ananizy (1H, 13C SIMP-cnekTpockorii, e1eMeH-THOTO Ta peHTT€HOCTPYKTYPHOTO aHajli3y, Mac-cIlleKTpoMeTpii). 3a
IIOTIOMOTOI0 KOMITIOTEPHOI ITporpamu PASS 6yJ10 npoBeieHO IPOTrHO3yBaHHSI 6i0J10riYHOi aKTUBHOCTI 11715
CHACTEMATUYHUX PSJIiB BUBYEHNX PEYOBUH. AHAJII3 OTPMMAHUX PE3YyJIbTATiB JO3BOJIMB BCTAHOBUTH JESIKi
3aKOHOMIpHOCTI MiX iX 6yZOBOIO Ta 6i0JI0TiUHOIO Hi€to. Pe3ysbTaTy 6i0/10TiYHUX OCTiIKEHb JOBEJIN HasIBHICTh
BHPaXX€HOI aHTUMIKPOOHOI Aiii IesIKUX CUHTe30BaHUXPe4OoBUH. CTYIiHBBIIPOBAIKEHHS: OTpUMaHi pe3yybTaTh MO-
KyTb OYTH BUKOPMCTaHi [1711 CUHTE3y MaClBiB PEYOBUH Ha OCHOBi CUHTE30BaHUX CIOJIYK 7151 PO3INPEHOrO MOUIYKY
6i0JI0TiYHO-aKTUBHUX PEYOBUH Ta ONTUMi3alii (Pi3suKo-XiMiUHMX TapaMeTpiB PEYOBUH 3i BKe BiJOMUMUI

6i0JIOTTYHUMH BJIACTMBOCTSIMU LIJISIXOM CUHTE3y KOMOIHATOPHUX 6i6/1i0TE€K Ha OCHOBI PO3POOJIEHUX TEMILJIEHTIB.

2. Investigation objects: three-component condensation of CH-acidic nitriles, organic isothiocyanates and sulphur.
Purpose: research of three-component condensation of CH-acidic nitriles, organic isothiocyanates and sulphur
while using bifunctional re-agents and introducing additional components to reactionary medium. Methods: The
synthesys of 2-thioxo-2,3-dihydro[1,3] thiazole derivatives, development of combinatorial libraries technology
based on the obtained compounds, computer prog-noses of biological activity of the combinatorial libraries and
biological screening for anti-microbial activity of the obtained compounds. Has been established: Double
heterocyclization with cyanoacetamides, sulphur and isothiocyanates using re-agents possessing double
cyanomethylene-active function has been studied. It has been proved that these compounds are really easy-
forming and the process accomplishment does not require extra conditions for activating the second
cyanoacetamide cen-tre. It has been determined that 2-carbometh-oxiphen-yliso-thio-cya-nate and its
derivatives' joining the reaction entails a dom-ino-reaction with closure of the two heterocycles at once and
excreting agents of 1-thi~oxo-[1,3]-thiazolo-[3,4-?]-qui-na-zo-li-ne-5(4H)-one heterocyclic system which had
not been described yet. Malononitrile condensation with isothiocyanates was per-formed followed by excretion of
derivatives of 4,6-diamino-2-thioxo-1,2-dihydro-3,5-piridine-carbo-di-nit-rile. In case of 2-
carbomethoxiphenylthiocyanate joining the reaction, thermal cyclization becomes possible with excreting an
agent of 3-amino-6-oxo-1-thioxo-5,6-dihydro-1H-pirido[1,2-?]-quinazoline-2,4-dicarbonitrile hete-ro-cycle
which had not been described yet. Synthesis of novel heterocyclic systems has been performed due to combining
biofunctionalities possessed by de-rivatives of methylene-active and isothiocyanatic nature, and on account of
introducing additional components to reactionary medium. Degree of application: The results obtained can be
used for newcombinatorial libraries syntheses which can use in drug research and development.
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