O6J1ikoBa kKapTka HIJIKP

Jep>kaBHuH 061ikoBHI HOMep: 0220U000659
Iep>kaBHuUMH peecrpaniiinuii Homep: 0119U000226

Bigkpura

Iara peecrpamnii: 10-09-2020

1. ETaniy BUKOHAHHS

Homep eTtamy: 1

Hassa erany: "In silico".
IToyaToxk eramy: 01-2019
3akiHueHHs eTamy: 12-2019

Bup, 3BiTHOTO ZOKyMeHTa: [IpOMIKHMIA 3BIT

2. BukoHaBeup

HasBa opranisaii: 3anopi3pbkuil HalioHaNIbHUMN YHiBEpCUTET
Kog, €PIIOY /ITIH: 02125243

MigmopsaxoBaHicTh: MiHiCTEepCTBO OCBIiTU i HAyKu YKpaiHu
Appeca: 69600, M. Sanopixokst, ByJl. JKyKOBCBKOrO, 66
Tenedon: (061) 764 45 46

E-mail: sekr@znu.edu.ua

3. BnacHuk peayabtatiB HIJKP (mpoaykirii)

Hassa opraHni3anii: 3anopi3bKuil HallioHaJILHUN YHiBEpCUTET
Kog, €IPIIOY /ITIH: 02125243

Agppeca: 69600, M. 3anopixoks, ByJl. JKyKOBCbKOTO, 66
IliznmopsaxoBaHicTs: MiHicTEepCTBO OCBiTH i HayKu YKpaiHu
Tenedon: (061) 764 45 46

E-mail: sekr@znu.edu.ua

4. JI>)kepeJia Ta HanIpsiMu piHaHCYBaHHSA

IligcraBa aJjis npoBeAeHHs PooiT: 34 - HOroBip (3aMOBJIEHHS) 3 LIEHTPAJIbHUM OPTaHOM BMKOHABYO] BJIai1, aKaZleMi€lo HayK

(roJ1I0BHMMU PO3NOPSAHUKAMU OI0IKETHUX KOIITIB Ha TpoBeaeHHs HIIKP)
KIIKBK: 2201040

Hanpsm ¢inancyBanHs: 2.2 - IPUKJIALHI JOCTIIKEHHS i pO3pOOKU

J>kepesia piHaHCYBaHHS

I>kepeJio gpiHaHCyBaHHS: 7713 - KOWITHU IEePXKOIOIKETY

dakTuynmii 06csr pinaHcyBaHHs 3a 3BiTHMIH eram: 306.1 TUC. IpH.



5. HaykoBo-TexHi4Ha poooTa

HasBa po6oTHu (YKp)

ParjionanbHuit gusaiiH S,N-monungikoBaHUX aMiHOTIOJIB SIK MOTEHLIMHMX TPOTUPAAialLliffHUX 3aCO0iB.

Ha3sBa po6oTHu (aHrJI)

Rational design of S,N-modified aminothiols as potential anti-radiation agents.

Pedepar (yxp)

O6'exT HaAyKOBOI pOGOTHU: IMOTEHLiNHI pagiornporekropu - S-reTepuwiMonudikoBaHi MOXigHI eHgoreHHuX TiosiB. Mera HIIP:
po3pobKa NMepcrneKTUBHUX PEYOBMH 3 aHTMOKCHJAHTHMMHU Ta NMOTEHLIMHMMHU PajioONpPOTEKTOPHUMHU BJIACTUBOCTSIMH, 3[IaTHUX
6s10KyBaTU Ta,/ab0 3MEHIIyBaTH BILJIMB PAJialliilHOTO ONPOMiHEHHSI. [e€lo MpoeKTy € Moau@ikallis 32 JOIIOMOro0 a30TOBMICHUX
reTepOLMKIIIB BiJOMUX MTPOTEKTOPIB ILi€i rpynu (€HAOT€HHUX TIiOJIB - I[UCTeaMiHy, OUCTeiHy) 3 Li/UI0, 3MEHIIEHHS! TOKCUYHOCTI,
npoJioHranii ix Aji, 32 paxyHOK YIMOBiJIbHEHHS iX MeTabosi3My, Ta 3MEHIIEHHSI HEOOXigHUX J03 JJIs1 IPOTEKTOPHOro edekty. [Ipu
BUMKOHAHHI JIaHOTO AOCJIIXEHHS! BCi pe3yJsbTaTH, HAYKOBO OOI'PYHTOBaHI HASIBHUMH IIEPBUHHUMM MaTepiasamu, 30epeKeHUMU
IPOTOKOJIAaMU  JIOCTIIKeHb, (POTO3MOMKOIO, NPaBUIbHICTh OTPMMaHUX pEe3yJbTaTiB 3abe3lleyeHa [OCTaTHLOIO BUOIPKOIO Ta
npoaHasizoBaHa CTATUCTUYHUMU METOJAMM aHasisy. KopUCHMME NPaKTUMKO-METOAMYHUMH HalpallOBaHHSIMM € KOMOGiHaTOpHA
6i6srioTeKa CIIOJIyK 3 MOTEHLINHUMY PalioNIPOTEKTOPHUMU BJIACTUBOCTSIMU, PO3POGJIEHHI METOAVNKY CUHTE3Y. Y NIPeICTaBIEHOMY
HayKOBOMY IOCJIZKEHI Nepmuil eTan BKIOYA€ JOCJIIKEHHs Tinbku y ¢opmarti in silico. PedympTaté 1pOro AOCTiIKEHHS
CBifyaTh, WO BifiOpaHi [j1s1 CUMHTE3y CIOJYKA MAlOTh MOTEHIiajl MEePEBEPUIATH NPOTOTUIM - LMCTeaMiH (Mepmuil BiIKpUTHI
PaznionpoTeKTOpP) Ta LUUCTEiH 32 aHTMOKCHUIAHTHOIO aKTHUBHICTIO, SIKA € OCHOBOIO OJHOTO 3 MEXaHi3MiB pafionpoTeKTOPHOI Aii,
TaKO>X BOHU JIEMOHCTPYIOTh Gi/IbII HM3bKi TIOKa3HUKU TOKCUYHOCTI. Binbll feTampbHUN Ta IPEIMETHUI aHaMi3 BiGMiHHUX puc Oyne
Ha HACTYyIHUX €Tamnax in vitro Ta in vivo. ¥ pe3ysbTaTi BUKOHAHHS NEPILOTO €TaIy HayKOBOi pOOOTH OTPUMaHi Taki pe3yabTaTu: I.
Po3pob6nena kombiHaTOpHa 6i61i0TeKa CIIOMYK 3 MOTEHUITHUMY aHTUOKCUIAHTHUMU Ta PAiONPOTEKTOPHUMU BJIACTUBOCTSIMU. 1L
JlaHi BipTyaJIbHOTO CKPMHIHTY CIIOJIYK 3 MOTEHLIMHUMU PaZioNpOTEKTOPHUMHU BIACTUBOCTAMU 3a JIONIOMOroio PASS-niporHosy ta

QSAR-anamnisy. I1I. Po3po6sieHi MEeTOUKY CUHTE3Y BiliopaHuX CIIOJIyK.
Pedepar (aHrI)

The object of the scientific work: potential radioprotectors - S-heterylmodified derivatives of endogenous thiols. The purpose of
the research work is to develop promising substances with antioxidant and potential radioprotective properties capable of
blocking and / or reducing the effects of radiation. The idea of the project is the modification of the well-known protectors of
this group (endogenous thiols - cysteamine, cysteine) by nitrogen-containing heterocycles to reduce toxicity, prolonging their
action by slowing their metabolism and reducing the necessary doses for the protective effect. In the performance of this study,
the available primary materials, saved by research protocols, scientifically proved all results and photographing, the correctness
of the results obtained was sufficiently sampled and analyzed by statistical methods of analysis. Useful practical and
methodological developments are a combinatorial library of compounds with potential radioprotective properties, were
developed methods for their synthesis. In the presented scientific study, the first stage includes the study only in silico format.
The results of this study indicate that the compounds selected for synthesis have the potential to outperform prototypes -
cysteamine (the first open radioprotector) and cysteine by antioxidant activity, which is the basis of one of the mechanisms of
radioprotective action, and they also exhibit lower toxicity rates. A more detailed and objective analysis of the different features
will be in the next steps in vitro and in vivo. As a result of the first stage of scientific work the following results were obtained: 1.
A combinatorial library of compounds with potential antioxidant and radioprotective properties has been developed. II. Virtual
screening of compounds with potential radioprotective properties using PASS prediction and QSAR analysis. III. Methods for the
synthesis of selected compounds are developed.

Inpexc YIK: 547.8, 547.831:678.048:577.112.386:001.891.

Kopgu Temarnunux pyopuk HTI: 31.21.27.07

6. HaykoBo-TexHiyHa npoaykuis (HTII)



HTII1

Hassa npoaykuii (ykp): Pauionanpaui qusaitd S,N-mMonudikoBaHMX aMiHOTIOJIB SIK TOTEHIIHNUX IPOTHPAialiiiHUX 3aCO6iB.
Ha3zBa npoaykuii (anri): Rational design of S,N-modified aminothiols as potential anti-radiation agents.

OuikyBaHi pe3yJIbTaTH:

Tanyse 3acrocyBaHHs: [IpuponHudi Hayky; OXOpOHA 3[0POB'S.

Onuc mpoaykuii (ykp): JocniaxeHHs in silico, ioro pe3yabTaT CBig4aTh, 0 BifibpaHi A4J11 CUHTE3y CIIOJIYKA MalOTh MOTEHIial
[IEPEBEPIINTU IPOTOTUNY 32 aHTUOKCUJAHTHOIO aKTUBHICTIO, IKa € OCHOBOIO OJTHOTO 3 MEXaHi3MiB pajioNIPOTEKTOPHOI Jlii, BOHU
IEMOHCTDPYIOTb MEHIIY TOKCUYHICTb. Po3po6yieHa KoM6iHaTOpHA 6i61ioTeKa CIIOYK 3 IOTEHLITHUMU aHTUOKCUIAHTHUMU Ta
PazionpOTEKTOPHMMY BIACTUBOCTAMU; JaHi BipTyaJIbHOTO CKPUHIHTY CIIOJIYK 3 IIOTEHIITHMMU PaiioNIPOTEKTOPHUMU

BJIACTUBOCTSAMM 32 1onomoroo PASS-nporHosy ta QSAR-aHanisy; po3po6ieHi MeTOAMKY CUHTE3Y BiliOpaHUX CIIOJNYK.
ConianpHO-eKOHOMIYHa cnipsimoBaHicTe HTII:

Cragis 3aBepmenocti HTII: 3git o HIJKP

Bnposazykennsa HTII: He BipoBamkeHO

CTpoKH BIIPOBaZI>KEHHS: —

BHpPOGHHUK NPOAYKIi: -

CnoskuBayi NpoAyKIii: -

IlepcneKTHBHI PHHKH: -

IIpaBa iHTeJIeKTyasIbHOI BjIacHOCTI: [I0/1aHO 3asIBKY Ha BU/IaYy OXOPOHHOTO IOKYMEHTY

dopmu Ta ymoBH nepepavi npomykuii: [Ipoax nareHTa
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8. 3BiTHa JOKyMeHTalisl

KisnpKicTh CTOPiHOK B 3BiTi: 142
Mosga 3BiTy: YKpaiHCbKa

KinpkicTs ¢aiisis y 3BiTi: 1
9. 3aKkJII0YHI BiZOMOCTI

ITepeJiik 0Ci6O-BHKOHABIIiB
€snam (AmiHoBa) Anina CepriiBHa
AminoB Pycnan ®iy3oBuy

Borman AHHa MuxaiiiBHa

Bpaxko OsneHa OnexkcaHpiBHA
3aBropopHin Biagucnas Muxanniosud
Kapnyn €BreH OsiekcaHIpoBAY
Kpusko (TkaueHko) AneBruHa IropisHa
JlarpoHn Anica BagumiBHa

Mypnukina MapuHa BonogumupisHa
PomaneHKo fIHa IropiBHa

CinbBanosuu OsiekcaHgp OsnekciiioBuy



KepiBHHK opraHi3ariii:
®posoB Mukosa Osekcanposud (podecop)
KepiBHHKHU po6OTH:

Koprer Mapuna MukosaiBHa

KepiBHuK Bigainy peectpanii HayKoBoi gisibpHOCTI
YxpIHTEI

IOpuenko T.A.



