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Oco06J1uBi TO3HAYKHU: Binkpura

JaTa peecrtpamnii: 21-05-2014

II. Etran BukoHnauus JiP
Homep eramny: 1

Ha3sBa €Tamy. TeopeTuyHe Ta €KCIIEPMMEHTAJIbHE OOIPYHTYBaHHS 3aCTOCYBAHHSI HOBUX KOMII'IOTEPHUX

TEXHOJIOTI! y po3po6Li e(peKTUBHUX 3aCO0iB IPOTU 30YIHUKIB aKTyaJIbHUX iHPEKLil
IToyaTok eramy: 01.2011
3akiHyeHHs eTamy: 12.2013
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I11. BizomocTi npo BukoHaBus JIiP
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"YKpaiHCbKUI HayKOBO-AOCIIIHUI IPOTUYYMHUM IHCTUTYT iM. [.B.Meynikosa"
Kopg 3a €IPIIOY: 05480915

Micue3Haxoa KeHHS:

dopma BaacHoOCTI:

Cdepa ynpaBJIiHHﬂ: MiHiCcTepCTBO OXOPOHU 30POB'S YKpaiHu
InenTudgikarop ROR: He zacrocosyerscs

Poamip opranisarii:

Tenedon: (048) 723 8172



IV. BizomocrTi npo cniBBuUKOHaBLiB JIiP
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BHeCOK CiBBUKOHABIIS Y 3BiTHHH €TaIr

V. BimomocTi npo 3amoBHuKa [IiP

IloBHEe HaHMEHYBaHHS IOPHAHYHOI 0co6H (a6o ITIb PpisnuyHO0i 0cO6H): MiHicTepCTBO OXOPOHH

300pOB' g1 YKpainu

Kopg 3a €IPIIOY: 00012925
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dopma ByracHoCTI:
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InenTudgikarop ROR: He zacrocosyerscs
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VI. II>kepeJia, HanpsiMHu Ta oocsiru piHaHcyBaHHs [IiP

IlincraBa njist npoBemeHHs [iP: 34 - norosip (3aMOBJIEHHS) 3 IIEHTPaTbHUM OPraHOM BUKOHABYOI BIajy,
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VII. BizomocrTi npo IiP
Ha3sBa po6oTH yKpaiHCBHKOIO:

TeopeTuyHe Ta eKClIEPUMEHTaJIbHE OOI'PYHTYBAHHS 3aCTOCYBaHHS HOBMX KOMII'IOTEPHUX TEXHOJIOTIN Y po3pobLi

e(EeKTUBHMX 3aCO0iB IPOTU 30YIHMUKIB aKTyaJIbHUX iHPEKILil

Ha3sBa po60oTH aHIJIiHCBHKOIO:

Theoretical and experimental study on the use of new computer technologies in the development of effective
agents against pathogens topical infections

Pedepar yKpaiHCBKOIO:

Po3po6sieHi HOBI IPUHUUIIA CTBOPEHHS €KCIIEPTHUX KOMIT'IOTEPHUX CUCTEM [J1s1 BipTyaJlbHOTO CKPUHIHTY,
KOHCTPYIOBAHHS Ta IPOTHO3YBaHHSI PiBHS aKTMBHOCTI IPOTUBIPYCHUX CIIOJIYK, 30KPEMA IIPOTUTPUIIO3HUX. 32
nornomoroo QSAR-TEXHOJIOTiI MO>KHA ONITUMI3yBaTH CXeMU KOMOGIHOBAaHOTO 3aCTOCYBAaHHS IPOTUBIPYCHUX Ta
[IPOTUMIKPOOGHUX IIpenapaTiB 115 NPOQiIakTUKY Ta JiKyBaHHS IiC/ISTPUIIO3HUX yCKIIagHeHb. [IpoBeneHi
IOCJIiIKEHHSI J03BOJISIIOTh 3HAYHO 301/1bIIMTY 623y JaHMX OPraHiuHMX CIIOJIYK Pi3HUX KJIACiB 3 BilOMUM piBHEM
crienivHoi aKTUBHOCTI /17151 TeHepallii HABYaloYuX Ta TECTOBUX BUOOPOK 3 METOIO BUpilleHHs 33724 QSAR, 110 €
CYTTEBUM BHECKOM B PO3POOKY €KCIIEPTHOI CUCTEMU 17151 TI03a€KCIIEPUMEHTAIbHOTO CKPUHIHTY IPOTUTPUTIO3HUX
criosyk. 3a gornomoro QSAR-TexHoJIorii IpoBOgMIaCh ONTUMIi3allisl CXeM KOMOIHOBaHOTO 3aCTOCYBaHHS
IIpernapariB 3 pi3HUM MEXaHi3MOM [ii B pasi iXx CyMiCHOTO BUKOPUCTAHHS 3 METOI0 IPOQINaKTUKYU Ta JIiIKyBaHHS
IiC/ISrPUNO3HUX YCKJIAIHEHD, BUKJIMKAHUX 30yJHUKAMU 6aKTepiasbHuX iHQeKUiil. B pe3ynbraTi BukoHanus HJIP: -
Otpumani QSAR-mopesni 3 MesxaMu IPUAATHOCTI, CHPOMO>KHI IPOTHO3YBATH TPOTUTPUTIO3HY aKTUBHICTb CIIOJIYK. -
BusBieHi cTpyKTypHi (paxkTopy, 110 BIJIMBAIOTh HA NIPOsIB IPOTUTPUIIO3HOI aKTUBHOCTI CIIOJIYK. - BuBUueHa B
€KCIIEPUMEHTI IPOTUBIPYCHA aKTUBHICTh OPUTiHAJIbHYX Ta BiJOMUX CIIOJIYK HA MOZEJIi IPOTUTPUIIO3HOI Aii
Ipenaparis in vitro, mo n103Bossie po3mnpuTt 6a3y QSAR. BukopucrtaHHs 1iei 6a3u gae MOXKIIMBICTb BUpillyBaTA
CKJIaJiHi IpOo06JIeMU CTBOPEHHS IPOTHUBIPYCHUX 32CO0IB 3 MEHIIIMMU BUTPaTaMU Ta 6iJblI010 e(PEeKTUBHICTIO. -
BuBueHa npoTuBipyCHa aKTUBHICTb [IpENapariB 3 Pi3HMM MexaHi3MoM ii i cTBopeHa Bu6opka QSAR 1151 ontumisanii
CXeM KOMOiHOBaHOTO 3aCTOCYBaHHS MIPEMNApATiB 3 Pi3HUM MEXaHi3MOM [iii. - 32 ONOMOro 3acTocyBaHHs QSAR-
TEXHOJIOTI! ONITUMIi30BaHi cxeMr KOMOIHOBAaHOTO BUKOPUCTAHHS IperapartiB J1s MPoQiIakKTUKU Ta JIIKyBaHHS
MiCJIATPUIIO3HUX YCKIIAIHEHD. - BifnpanboBaHuil aropuTM po3paxyHKy CUHEPIUYHOI Aii cymilen, IKui B
[OAA/IBIIOMY MOXKHA BUKOPUCTOBYBATH [1J11 BU3HAYEHHS HANO1/IbI €(DEKTUBHUX 103 OyAb-SKUX IIPENaparis. -
Po3po6ieHi HOBi IPMHIMIIM CTBOPEHHS €KCIIEPTHUX KOMIT'IOTEPHUX CUCTEM JJIs1 BipTyaJIbHOTO CKPUHIHTY,
KOHCTPYIOBaHH$ Ta IIPOrHO3yBAaHHS aKTMBHOCTI ITPOTUBIPYCHUX MpenaparTiB. BaX/IMBICT OTPUMAHUX PE3YJIbTaTiB
IIOJISITA€ Y TOMY, IO TaKUM HAyKOBUH MifIXiJ] JO3BOJISIE 3HAYHO CIIPUSTU PO3LUIVPEHHIO apCeHaNy e(PEKTUBHUX

[IPOTUTPUIIO3HUX IIPEIAPATIiB, a TAKOXK ONTUMI3yBaTH CXEMHU iX BUKOPUCTAHHS 34 LiJIbOBUM NPU3HAYEHHSM.

Pedepar aHIJIiHCBKOIO:

New guidelines have been developed for the creation of expert systems for computer virtual screening , designing
and predicting the activity level of antiviral compounds, in particular influenza . These studies can significantly
increase the database of different classes of organic compounds with specific activity prior to generate training
and testing samples for the purpose of solving QSAR. This is a significant contribution to the development of an
expert system for screening vneeksperimentalnogo influenza compounds. The optimization schemes of combined
use of drugs with different mechanisms of action at their joint use for the prevention and treatment bacterial
infections with using QSAR-technology. As a result of R & D:- Obtained QSAR-model with boundaries application
capable to predict influenza activity of the compounds.- Determined by structural factors that affect the
manifestation of influenza activity of the compounds.- Original and antiviral activity of known compounds was
studied on the model of anti-influenza action of drugs in vitro, thus expanding the base QSAR. Using this database
allows to solve complex problems of creation of antiviral agents with lower cost and higher efficiency. - Studied



the antiviral activity of drugs with different mechanisms of action and QSAR established sampling schemes to
optimize the combined use of drugs with different mechanisms of action. - Optimized scheme combined use of
drugs for the prevention and treatment of influenza complications using QSAR-technologies. -Algorithm for
calculating the synergistic action of mixtures developed. It can then be used to determine the most effective dose
of any drug. - Developed new principles of expert computer systems for virtual screening assay design and
prediction of activity of antiviral drugs.Importance of these results is that a scientific approach can significantly
contribute to the expansion arsenal effective influenza drugs, and optimize their use of scheme for the intended
purpose
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