
BI4CHOBOK

rlpo HayKoBy HoBr{3rry, TeopeTLrqHe Ta npaKTrrrrHe 3HarreHHt

Arlceprallii IOIATIOBOI Karepunn O;rerinnn <<Mo.reKyJrfl pHnfi 4nrafi n ra

rcoun'totepHe MoAeJrrcBaHHfl HoBrrx inri6iropin noponanipycy SARS-CoY-2>>, rtrca

rloAaerbcs Ha sAo6yrrfl HayKoBoro cryneH.rr AoKropa Qiloco@ii

s rarysi 3HaHb 10 flpzpoAuu.{i HayKLr

sa cneuiarsnicrro 102 Xirr,ris

1. Oqiurca po6orn s4o6ynaua y npoqeci nilroronrclr 4ucepraqii i

BrrrcoHaHnn ingnnrlya.rrnoro rrJraHy Ha qaJrbnoi ra naynonoi po6orn. Y upoqeci

po6oru HaA Arlceprauifinnrvr 4ocni4xeHH.f,M hcnip.anma Jlora.rona K.O.

Aorpl{IvryBaJlacb iH4uni4yanbHoro rrnaHy nayronoi po6orz ra ycuinHo Br{KoHaJra

in4zn|4yasts:auir HaBrrilJrbHuit ntlmirr. 3a .rac HaBqaHH.f, n acnipaHrypi Jlora.{osa K.O.

onono4ila TaKITMLI KoMrrereHrHocrsMr4: s4arnicrb Ao nomyrcy, o6po6JreHrur ra analisy

inQoprvraqii s pisnnx Axepen; sAarHict BLrKorryBarr{ opurinamni ,4ocni4xeHnr,

Aoctrarl4 Ha)rKoBI4x pe3ynbrarin, rri crBoprorcrr nosi 3HaHHr y rarryei xirraii ra
I

Aorl{qHrx Ao Hei ruixAlacqnnrinapnnx rarrpf,M€lx i rr,rox}ru 6yru ony6lironaui y

uponi4nrx HayKoBrIX BLIAaHHtx g xirvrii ra cyuiNHrfrx r€rny3efi; s4aruicrr ycno i

rrl{cbMoBo npe3eHryBarlr ra o6ronoproBarlr pe3ynbrarLr HayKoBrax AoclipreHb ral a6o

iHnoaaqifiHLlx po3po6or Aep)KaBHoro ra anuificrrcoro MoBaMu, rtu6ore po:yrvrinnr

aHTJIOMOBHIIX Ha)TKOBLTX TeKCTIB 3a HarrprMOM AOCJTIAXeHb; 3AaTHlCTb 3aCTOCOByBaTT{

cyracni inQopuaqifiui rexnororii, 6asu Aa:anx, MeroAlr MoJreKyJrf,pHoro,

MareMarl{qHoro i t<our'torepHoro MoAenroBaHHs. Ta iHrui elercrponni pecypcz,

cneqiali:oBaHe rlporpaMHe sa6esnerreHHf, y HayKoBlfi ra HaBrr€lJrbHifi 4irlurocri;
roryBarl{ nayroni reKcrn rrpo rpoMixni ra rcinqeni pe3ynbrarra 4ocni4xeHb, roryBaru

ra s4ificuloBarLr rry6ri.try anpo6aqirc pe3ynbraris AocniAxeur.

2. OfitpyHTyBaHHn nn6opy reMn Aoc.rriAxceHHfl. KopouanipycHa xnopo6a

(COVID-l9), qo BzKJII4KaHa nipycorvr SARS-CoV-2, upr{3Bena Ao crpiuroro

roruupeHHt 3axBop BaHHt ra naHAervrii na roqarKy 2020 poKy. CepfioaHi BkrKJrLrKu,



rqo cnpurruHr{Jra raHAeMi{ COVID-l9, vutrrutru ri4cyruicrr eQeru4BHLIX dris ra

arrznisynaru norryK HoBrrx aHruripycHlrx npenaparin. Illupoxorr,racura6Hi

ruixnapo4ni AocriAxeHn.s Ao3BoJrLrJrrr BcraHoBrrrrr r<ffo.rosi napaMerpu y

nocri4onnocri 6ioxiNri.rHrlx npoqecis xrarregirrurocri nipycy SARS-CoY-2, l1o

ni4rqpznae Mo)KJrr{Bocri sraAiJrLrrvr rffo.rosi JraHKI4 Ar.s nu6opy 6ionori.rHax MoneKyn-

M1IIIEHEII.

KpzrIaunzfi anali3 cf{acHoi nayroso-rexHi.uroi ra MeroAI4rIHoi lireparypu

crocoBHo cyqacHoro crarry qoAo 3axBoproBanHs.Ha COVID-I9 rauoroqHi reHAenqii

nourrpeHHrr HoBrdx ruraMis nipycy SARS-CoY-2 sralrntas:Heo6xi4Hicrr pospo6rz

innosarlifiuux nircapcbKtrx gaco6is sia COVID-l9, rlo 3yMoBJIeHa 3HaqHuM cryrleHeM

aHrkrreHHoi enoruoqii nipycy. O6{pyHroBaHo nz6ip rporea3 MP'o ra Pfn'o SARS-

COV-2, rK KoHcepBarlrBHr4x rvrineneft Ans QapuaronoriqHoro BrInI{By Ha

rcoponaaipyc ra apryrvreHToBaHo, rqo KoMrr'rorepnufi AusafiH Ta KoHcrpyIoBaHHt

HoBlrx HeKoBaJrerHr4x iHri6iropin € repcneKTVBHLrM HalpsMKoM pospo6rz

rrpoTLrBrpycHlrx rperapaDB.

Mera i saeAannq AocriAxeHHfl. Meroro po6orn e MoneKyJrflpttuit anzaitu,

perlenrop-opieuronasuit noilryK ra KoMrr'rorepHe MoAenIoBaHHs., MoneKyffpnuit

Aoxinr ra 3D-(faprvraroQopuzfi c4pnninr noezx inri6iropin rporea3 MP'o ta PLp'o

rcoponanipycy SARS-CoV-2.

OcnosHi 3aBAaHHr po6orz:

- crBopeHrul nipryamHnx 6i6rioreK HoBLtx cnoJryK

- crpyKrypHa orrrr4Misarlir MoneKyJr-xiris ra in silico oqiurca ix inri6yrouoi

AKTLIBHOCTl

- MoJreKynrpHo-4unauivHe MoAenroBaHHf, 6y4onu ra crpyKrypHo-

Aunalai.rHrrx BJracrzsocrefi KoMrrJreKcin rr,ronercyr-ri4epin 3 KJITTIoBI{MI{

nporea3aMu nipycy SARS-CoV-2.

PeaJrisaqis Merrr 3yMoBrrJra neo6xi4nicrr nnpiurennn HacryrlHlrx

Aoc.niAnnrlbKnx BaBAaHb:



- crBopl{rr BipryanbHi eBonroqifiHi 6i6niorerr{ HoB}rx ananoris uipnaarpennipy

ra encirpennipy

- BI{KoHaru crpyKryprry orrrr,rMisarlirc MoneKyn-xiris ra rrpoBecrn in silico

oqiHrcy ixnroi inri6yrovoi arcrzeHocri

- BLIKoHarn nu6ip cI{noBI4x uolin ra npoBecrLr MoJreKynrpHo-4zHarui.tre

MoAenIoBaHHrI 6y4onz ra crpyKrypHo-Ar4HaMiqnzx BJracruBocrefi rcoNannercis

MoneKyn-li4epin 3 KrrrorroBzMra nporea3aMrr MP'o ra PLp'o nipycy SARS-CoV-2.

O6tercropr Aoc;riAxeHHq € n:aenao4ir riran4-peqenrop, KoM['rorepHi ruo4eni

niran4-peqenrop, crpyKrypHo-eHeprerra.rHi xapaKrepzrcruKtr liran4in, 3D uo4eli

6inrie-peqenropin, MoJleKyJrrpHo-Ar,rHarvriqni uo4eni, QapuaroQopHi uo4eri Arrl_

oqinronanru liran4-peqerrropHoro sn'lsynanru.

ilpe4nrerorvl 4oc.niAxeHHfl e MoneKynrpuuir 4uzaiin, 4orinr ra nipryalrnutfi

crpzniur HoBLIX MoneKyn-iHri6iropin nipycrr{x nporea3 MP'o ra PLp'o nipycy SARS-

CoY-2.

Merogn Aoc"niAxeHHfl. Kpzruvnzfi anaris nayronoi nireparypu ra

inQopnaaqifinnx pecypcin 6anrin Aa:atrx, 3o4peMa, SciFinder, Scopus, DrugBank,

PubMed, Target & Drug Data for Coronavirus;

- zlJrroprITMI4 nomoqifinoi renepaqii uonux 6i6lioren ra BeJrr4Koro xirrai.rHoro

rlpocropy opraniunnx dran4in (nporpavtrufi rraKer DataWarrior 6.0);

- crBopeHrur 3D-Sapvraro0opHzx ruo4elefi, {apnraroQopnzfi crcpr,rHiur ra

4orcinry BeJIUKTIX 6i6niorer rirco-uo4i6nux peqoBr4H (lporparr,tri uareru LigandScout

4.5, Biovia DiscoveryStudio vl6.l, AutoDock Vina I.1.2);

- pospo6rca ra rlapaMerpuzagir. rloBHoaroMHr4x oJreKynrpHo-Ar4HaMi.rHzx

uo4elefi, MoneKyJHpHo-AI{HaMivHe uo4eJrroBaHHrr KoMnJreKcir draH4-nporea3a y

BoAHoMy posurani (GROMACS 20 1 9.a);

- nisyalisallis pesylrrarin c4puniHry ra anali: 3D-rraoAenefi r<oNluercis

dran4-peqenrop (VMD | .9.3, PyMOL 2.5.2).

3. Oco6ncrnfi BHecoK ArlcepraHTKrr B orprrMaHni nayrcoBrrx pe3yJnrarin

ra ik HoBrr3Ha. Y npoqeci nrErconaHHf, .u ceprarlifiHoi po6orra aBropoM BnacHopyr



BLrKoHaHo reHeparlro eBonroqlr{nux 6i6riorer, npoBeAeHo o3pzxyHKz MeroAoM

MoneKyJurpHoro 4oxinry ra MoneKynrpHo-ArrnalriqHoro MoAeilrcBaHrrf,. flpone4eno

aHaris ni4i6pannx cnonyK-ni4epin ra 3aIIpOIOHOBaHO HanpflMKLI IIOAZIJIbIIIOI

uarepiarin AocriAxenns Ao ApyKy racrpyrcrypnoi onrnruisaqii. fliArorosra

HarrlrcaHHfl HayKoBr{x crarefi .

B?rgna.reHHr 3aBAaHb ra MeroAiB

rireparypz, rcoun'rorepHi po3paxyHKrl

AocriAxeHHf,, Kprlrz.IHufr ananig uayrconoi

ra auanig ra inrepnperaqi-a orpuMaHl/rx

rnroqosi

vroAeni rnfl

p$ynbrarin, a rarcox $opruryBaHrur svcHosrdn po6oru 6yno [poBeAeHo cuilrno s

HayKoBLtM KeprBHr{KOM.

Haynona HoBrr3Ha oAeprcaHrrx pesymrarin po3KprlBaerbcfl y raKrrx

IIOJIOT(EHHqX:

1) Bu3HaqeHo crpyr<rypni Qarropz ra crBopeHo 3D

QaprvraroSopHi peqerrrop-cup.ruonanoi reHepaqii HoBoro

crpyKryp ni4otunx MoneKyn-iuri6iropin IW'oxiN,ri.rHoro rpocropy Ha ocnosi

Hiprvrarpemipy ra encirparnipy.

2) yAocKoHiureHo niaxil Ao no6y,qouE esorroqifiHoi 6i6liorerz

[epcrreKrLrBHr/rx MoneKyn-xirie 3 BrrKoprlcraHH.f,M pisuoi rcilrrcocri rpzrepiin

rrpr,rAarHocri ra oqinrra Qaprvrarcorineru.rHzx napaMerpin ADMET.

3) yroqHeHo cueqnQircy a uexani3Mlr B3aervrolii rporea3 MP'o ta P[,n'o

SARS-COY -2 s cy6crparorvr.

- 3arrporraHoBaHo siciN,r HoBux aHaroris Hiprr,rarpemipy 3 KpaIrII4MtI

napaMerparru 3B'.f,3yBaH 3 rrporea3oro nix opurinansuufi, inri6irop. Buepure

rroKa3aHo, rr1o ocnonHi crpyKrypni rrao4uQinaqii, -f,ri nocnJllolorb garzurrnr,If

iHri6yrouvrfi e@err, norcanigosaHi B asa6iqzKno[3.1.0]-rercauoBoMy ra 2-

orcouipori4rEnonouy QparvreHrax;

- 3anponoHoBaHo Aec.ttrb HoBkIX analorin, sri MarcTb Kpanry

cnopi4nenicu Ao nporea3ri l\zlPro uopiemno a encirpelniporvr. Bnepure

rroKa3aHo, rqo ocHonni crpyrcrypHi nro4zQiraIlii, sri ni4nzllyrorr sararrrHl,Ifr



nporl4 Bip y cHLrfi e Q err enc irp ernipy, norcarisosaHi y Qp arueHrax 1 -uerun- 1 H-

I,2,4 -rpiazony ra 6 -xnop o - 2 -tterut- 2H- i H4as ony.

4) pospo6neHo rroBHoarorrani MoneKyJrf,pHo-ALr HaM qHa MoAeli sn' xayn aHHs

KoMrIJIeKcin <uoleryla-xir - nporea3a>> Nrs. rrpore€ts MP'o ra Pln'o y BoAHoMy

cepeAoBt4Iqi na ourosi cI4JIoBoro rroJrfl OPLS-AA. PospaxoBaHo cra6insuocri

KoMrrrreKcy MoneKyna-xir - rporea3a MP'o nipycy SARS-CoY-2 y BoAHoMy

cepe4onuqi.

5) BCTaHOBIeHO Baxilr{By ponb lirau4-inAyKoBaHoi ronQoprr,raqifinoi

4anauiru B ano- Ta eono-$oprvnx rrporea3r{ Plpro rpLt €rJrocrepr{qHoMy

Naexauis\ai iuri6irosaHHr ra pospo6qi uonzx HeKoBaJreHrHr4x inri6iropin.

4. Odrpynronanicrn i 4ocronipuicrr nayrconux rroJroxeHb, BrrcHoucin i
peKoMeHAaIlifi, xxi saxurqalorbcfl. O6lpynronauicrr i 4ocroripnicrr oAeplxaHrrx

pe3ynbraris i nucHonrcin o6yrr,rosreHi: nocni4oaHr4Mr{ i rori.rHr,rrr,rz 4ocniA)KeHHrMtr 3

BLrKopLIcraHHrIM ue o4in cyracnoi rcoMu'rorepnoi xiuii Ta xerrloiHQopMarLrKlr;

olp[nIoAHeHHtM pesynrrarin HayKoBr4x AocriANeHr Ha qrrceJrbHr,rx HayKoBr/rx

rconQepenqisx.

5. HayrcoBe, TeoperrlrlHe ra rrpaKTrrrrHe BHaqeHHfl pe3yJrbrarin 4ncepraqii.

3anpononoBaHo HanptMKI4 rloA€rJrbrxoi crpyrcrypnoi onrurraisaqii iucerpelnipy ra

eucirpelnipy - inri6iropis rorosHoi uporeasu MP'o nipycy SARS-CoY-2 ua ocuoni

anarisy uo4eli ix sn'rsynaHHr 3 aKTT4BHLTM rIeHTpoM nporea3u;

- reoperl{qHo po3paxosaHi crpyKrypHo-eHepreruqni xapaKreprlcrurKr4liraH4-

peqerrrop ra BLr3HaqeHi e$ercrznHi rr,roleryrrpui crca$Qon4z 3 BI4COKOK)

npo.4yrcrin,aHruKoponanipycnoro arrunHicrro Ao3BoJrf,Tb rrpeAcraBLrrtr liniftr<y

repcrreKrn BHIlx AJUr rroA€urrnoi Qapuaqenrprqnoi pospo6ru ;

- rlpeAcraueni [paKTLIqHi percouenaarlii Anr orrrr{MzlrrbHr{x yMoB rrpoBeAeHHt

MoneKyJUIpHo-AI{HaMi.{Horo MoAeJrroBaHHs. KoMrrJreKcis iHri6irop-[poreaaa Mpro ra

Pl-pro y BoAHoMy posvuni sa Sisiorori.rHnx yMoB.

6. Ilonnora BrKJraAeHHfl rvrarepialin 4ncepraqii B po6orax,

ony6.irixoBaHrrx aBTopoM.



Ily6.nircaqii'. 3a uarepialaMu rncepraqii orry6niroBaHo 4 crarri n rvrixnapoAHr{x

nepio4u'rnzx QaxoBkIX BI4AaHHTIX, rlo BXoArrb 4o uiN apo4uoi HayKoBoMerpz.rnoi

6azu AaHax Scopus (Q1-Q3), oAHa crarrr xareropii <B> y uepio4uuHoMy Qaxonorry
nz4anni YrcPaiHIa ra niciu re3 4ononi4efi Ha HayKoBrrx nceyrcpaincbKLrx

rcouQepenqirx.

7 . [orpnMaHufl arcaAelri.rnoi 4o6poqecnocri.

Ha ui4crani BI4BqeHruI reKcry Ar{ceprarlii s4o6ynaqKr{, HayKoBLrx qparlb

:4o6yaauru ra llpororory KoHrpomo opzriuanrnocri (uepeniprcy nassHocri

TeKcroBLtx 3arlo3uqeHb BLIKoHaHo B aHTlrlJrariafirifi iHrepner-cacreui

Strikeplagiarism.com) BcraHoBJIeHo, rqo 4zcepraqifina po6ora Br4KoHaHa

cauocrifino, reKcr 4t'tcepraqii He uicrrarr ulariary, a 4ucepraqi-a ni4noni4ae

BLIMoTaM arca4enriunoi 4o6po.recuocri.

8. Aupo6aqiq rvrarepia;rin 4ucepraqii.

OcnoeHi pe3yJrbrartr Avrcepraqii 6ytu rpeAcraBneni na HacryrrHax HayKoBr.rx

s'i':4ax ra ronQepeHqirx: Ukrainian Conference wiih International Participation

"Chemistry, Physics and Technology of Surface" (Krain, 2022), IX International

Scientific and Practical Conference "Chemistry, Bio- and Nanotechnology, Ecology

and Economics in the Food and Cosmetic Industry" (Xapria, 2022),International

Internet Conference "Modern Chemistry of Medicines" (Xaprcin,2}23),Intemational

Scientific Internet Conference "Molecular Engineering and Computational Modelling

for Nano- and Biotechnology: From Nanoelectronics to Biopolymers" (9eprcacu,

2023), XIV Bceyrcpaitrcma rousepenqix naoroALrx BqeHr{x, cryAenrin ra acnipanrin

3 aKry€trIbHrIX rILIraHb xiuii (Xaprcin, 2023), Scientific and Practical Internet

Conference with International Participation "Topical Issues of Clinical Pharmacology

and Clinical Pharmacy" (Xaprcir.,2023), XVI BceyrpaincbKa HayKona rcoHsepenqir

cry4enrin ra acnipanrin "XivriuHi Kapaeincrrci -rrlrranH;- - 2024" (XKrI'24)" (Xaprin,

2024), XXVI Ukrainian Conference on Organic and Bioorganic Chemistry (Vxropo4,

2024).



9. OqiHrca crpyKTypn, MoBrr ra crrrJrrc 4ncepraqri.

[zcepraqir HarrucaHa .rirxoro MoBoro, crpyK a 4ncepraqii ai4nori4ae

€ulropLrrMy s4ificneuoro aBropou AocriA KeHrur. Marepial Auceprarlii uErua4eHo B

loriqnifi uocni4onuocri ra Aocrynnufi. 4ls. cnprafiHrrra. ,{zcepraqir e 3aBeprrreHoro

HayKoBoIo npallelo, ii oQopuJreHHr ni4noni4ae BraMoraM dlopr4rcy rp?rcyAxeHHt

cryneHrl AoKropa QinocoQii ra crcacyBaHrur piruennx pasonoi cueqiarisosaHoi s.reHoi

pa4r4 3aKJIaAy nlaqoi ocnirrE, nayrconoi ycraHoBlr npo npr4cyAx(eHHrr cryrreHf, AoKropa

Qinoco(fii)> (nocranosa Ka6iHery Minicrpin Yrqpainu siA 12.01.2022 p. Jtlb 44), ra

IraKa3y Minicrepcrna ocsiru i nayrn YrpaiHg ail 12.01.2017 p. Ns 40 <flpo

3 arBepAxteHHrr Bt4 Mor 4o o Soprr,rJreHHr 4ucepraqii> .

10. BiluosiaHicrr ruicry 4ucepraqii cueqia.rrrnocri, 3a qKoro BoHa

rroAa€Tbcfl Ao 3axrrcTy.

3a cnoirr,r HayKoBorc HoBrr3Horo, rpaKTlrrrHoro sHaqr4N4icrro ra Qaxonurr,r

crIptMyBaHHtM Arrceprarlifina po6ora Jloraqonoi K.O. ni4noni4ae cneqialrnocri 102

Xiruix 3a HacryIrHrIMrI nyHKTaMr{: 6y4ona peqoBuH, uixuoreryupni nsael,ro4ii,

opraniunipeuoeunu,uarepiarruraixnisracrlrsocri.,

11. Pesy"rrbrarrr o6ronopeHHfl Ta rrpoBeAeHHfl rrpe3enraqii. PercovrenAarlis

ArrcepTarlu Ao 3axrcry.

34o6ynavroro 6yno rpeAcraBJreHo ocrosHi pe3ynbrarrr Arlceprarlifinoi po6oru

na saci4anni raQe4pr4 HeopraHi.rHoi xirr,rii xiNriqHoro Qarcylrrery XaprcincrKoro

naqiona-nbHoro yninepcurery irvreHi B.H. Kaparina uloAo norepeAHroi erccneprlr3r4

Al{ceprallii y Qoprvri upesenraqii i uayronoi 4ucrcycii uicrs il sanepueHrur. 3a

ui4cyurold o6rosopeHnf,, Auceprarlifine AocriAxennx 6yro orlineno rro3r4Tr{BHo.

,.{ucepraqifiua po6ora Jloraqosoi Karepuuu Orerinnu BLrKoHaHa Ha B}rcoKoMy

HayKoBoMy piaui Ta e qiricnzna HayKoBrrM AocniAxeHHrM, rKe ai4uoni4ae

BCTaHOBJTeHTITM BklMOf aM qr{HHOf O 3aKOHOAaBCTBa Yrqp airUA.

Bpaxonyrouu nzcorzfi pinenr ,4ocri4xennr, aKTyzrJrbHicrr, HoBr,r3rry,

rlpaKrruHy qinHicrb orpLrMaHrrx pe3ynbrarin ra ni4noni4Hicrr po6orz cneqianurocri

102 Xirvrilr Allceprarlis Jlora.{osoi K.O. <<Moreryrrprrufi, 1rusairH ra Kovrn'rorepHe



MoAeJIroBaHHs. HoBIlx inri6iropin ropoHanipycy SARS-CoV-2>> peKoMeHAyerbcr Ao

3€xl4cry s cneqiarisosaHifi nuenifi pa4i rr s4o6yrrx cryrreHr AoKropa QinocoQii ra

cneqianrHicrro 102 Xirrais s rarrysi 3HaHb 10 flpupo4nzvi HayKr.r.

f ononyrounit,rcaugLrAutxilaiqHnxHayK,AorleHr,

a.o. sani.4yBaqa naQe4pz neopraniunoi xiuii
xiuiqnoro Qarynrrery

Xapr<incrKoro naqioHarbHoro

yuieepcurery irr,reni B.H. Kapa:iHa Marczu BOJIOEyCB


