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Pedepar:

1. lucepTaniiina po6oTa CcripsiMOBaHa Ha CUCTEMATUYHE TOCiTKeHHs 6i0J0TiYHOi aKTUBHOCTI S-eCcTepiB 4-
annIaMmiHO6EH3eHTIOCYIbPOKUCIIOT 3 BUKOPUCTaHHAM in silico MeTomiB 17151 BUSIBJIEHHS Ta OLIiHKU iXHBOTO
IIOTeHIjajly SIK [IePCIEeKTUBHUX aHTUMIKPOOHUX Ta aHTUBIPYCHUX areHTiB 3 METOIO TI0[1aJIbIIOr0 PO3PO06JIEHHS
cTpaTerii CUHTe3y Ta BIIPOBA/I’)KEHHSI B [IPOMKCJIOBE BUPOOHULITBO iHHOBALIIMHUX 3aCO0iB /1714 JIIKyBaHHS
iHQekuifiHuX 3axBOoproBaHb. ONpalibOBAHO Ta CUCTEMATU30BAHO JITEPATYPHI JaHi I0J0 TOTOYHOTO CTaHy
po6eMy aHTUOIOTUKOPE3UCTEHTHOCTI, IEPCIIeKTUB IOMIYKY [IOTeHLITHNX aHTUBIPYCHUX Ta aHTUMIKpPOOHUX
cy6CTaHLill cepel, S-ecTepiB TIOCYyIbPOKUCIIOT i MOXKJIMBOCTE 3aCTOCYBaHH4 in silico MeTomiB 1151 NpULIBUAILIEHHS
CTBOPEHHS JIIKAPChKUX 3aCO0iB Ta TOKa3aHO, 10 MPo6JIeMa PE3UCTEHTHOCTI MiKpOOiB Ta BipyCiB Ha CbOTOHIIIHIN
IeHb CTajla HaJI3BUYaliHO aKTyasbHOIO i Mae 1J106ajbHi Macitabu. HanmipHe Ta Heo6epeskHe BUKOPUCTAHHS

aHTUOIOTHKIB IPU3BOJUT 10 IIBUIKOTO PO3BUTKY PE3UCTEHTHOCTI, 0 YCKIIaAHIOE JIiKyBaHHS iHPeKIiHIX



3aXBOPIOBaHb Ta MiIBUIIYE PU3UK CMEPTHOCTI cepel HaceseHHs. 11[06 e(peKTUBHO MPOTUCTOSITU LIbOMY SIBUILLY,
BapTO 30CEPEIUTHCS HA PO3POOI]i HOBUX MEIMKAMEHTIB, SIKi MAIOTh 3IATHICTh €(PEKTUBHO HOPOTHUCS SIK 3
BIDyCHUMM, TaK i 3 6aKTepiaibHUMU iHPeKUiIMU. Y IbOMY KOHTEKCTI, BEJIMKY yBary IIpUBEPTAIOTh AOCiIpKEHHS Y
ranysi ofgep>KaHHs i CHCTEMAaTUYHOIO BUBYEHHS TiOCY/Ib(OECTEPIB Ta MOKIMBOCTI BUKOPUCTAHHS CY4aCHUX in
silico MmeTofiB 17151 IPUCKOPEHHS IPOLECY PO3POOKM HOBUX ITpenaparis. Li HAaNpsIMKY JOCIIiIKEeHD BiIKpUBAIOThb
IIMPOKi NepCIeKTUBY y BUPIlIeHHi HAaNOiIbI aKTyaJIbHUX ITPO6JIeM Cy4acHOI MeIULIMHY Ta MaloTh 3 TIOTEeHIiaJl AJ1st
CTBOPEHHS e(eKTUBHUX 3aCO0iB JIiKyBaHHS, SIKi 3a0€e311e4aTh 3aXUCT HACEJIEHHS Bifl He6e3neyHux iHpeKLin.
OKpecJIeHO KOHLENTYJIbHUN IW3aliH JOCIiIPKEHHS IPUCBIYEHOr0 LiJIECIIPSIMOBAHOMY IOIIYKY NEPCIEKTUBHUAX
aHTHMIKPOOHMX Ta aHTUBIPYCHUX CyOCTaHLi ceper S-ecTepiB 4-auniamMiHO6EH3eHTIOCYIbPOKUCIIOT.
AprymMeHTOBaHO BUOIp [OCiI)KyBaHUX CIIOJIYK Ta cpOPMOBAHO 6i6J1ioTeKy S- ecTepis 4-
alMIaMiHOOEH3EHTIOCYIb(POKUCIIOT 1151 IPOBEAEHHS BipTyaJbHOTO CKPUHIHTY 6i0JI0Ti4HOI aKTMBHOCTI. [IpoBeneHo
MapKeTHMHTOBUI aHaJli3 TPOTUiHPEKLiNHNX JIiIKapChKUX 3aCO06IB 17151 CUCTEMHOTO 3aCTOCYBaHHS, SIKi 3apeeCTPOBaHi
B YKpaiHi B cermeHTax aHTub6akrepianbHux (JO1), nporpubkosux (JO2) ta anTuBipycHux (JO5) npenaparis, Ta
BM3HAUY€HO HaNOi/IbIIi MiAPYNU [IpenapariB 32 06CIroM 3apeeCTPOBAHUX HallMEHYBaHb. Y IPyIli aHTUOAKTePiaIbHAX
IIpernapariB HANNOWMPEHINI IpefcTaBHUK - JleBodiokcauuH (JOIMAL2), Hanidye 109 HaliMeHyBaHb, IO
cta"oBuTh 10,28 % Bif 3araiabHOI KiIBKOCTI 3apeecTpOBaHNX aHTHUOAKTepiabHUX MpenapatiB. Cepeq,
nporurpubkosux - 1e GiykoHasos, 78 HaliMeHyBaHb, 1J0 CTAaHOBUTD 61 % Bif 3aranbHOi KinbkocTi. Cepep,
AQHTUBIPYCHUX TaKOIO JiKapChKOIO pEYOBUHOIO BUSIBUBCS ALMKIIOBip (JOSABO1) 3 26-Mma HaiimeHyBaHHsIMU Ta 9,38 %
BiZl 3arasibHOI KiZIbKOCTI penaparis. JlociiiKeHO po3MoIil 3apeeCTpOBaHUX aHTUMIKPOOHUX Ta IPOTUBIPYCHUX
IIpernapariB 3a KpaiHO0 BUPOOHUKOM. BcTaHOBIEHO, 1110 y IpyIli aHTHOaKTepiasbHUX 3ac006iB (JO1) ykpaiHChbKi
npenaparu cTaHoBJATh 30,2 % Bif, 3arasibHOI KiZIbKOCTI 3ape€CTPOBAHMX HalIMEHYBaHb Ta MIOCIZAIOTh Apyre micue
micss iHAiAChKUX Ipenapartis (32,7 %). Y rpyni npoTumMikpo6Hux 3aco6is (JO2) ykpaiHChKi IpenapaT CKIagaloThb
27,3 % Biz, 3aranbHill KiJIbKOCTi 3apEE€CTPOBAaHMX HAIMEHYBaHb Ta MOCITAIOTh IPYre Miclle Mics iHAINCbKUX
npenaparis (31,1 %). Y rpyni npotusipycHux 3aco6iB (JO5) ykpaiHChKi npenapaTtu ckyianaoTs 19,9 % y 3arasbHiil
KIUJIBKOCTI 3apeeCcTpOBaHUX HAaIMEHYBAHb Ta I10CiAAI0Th 3HOBY K TaKU Apyre Micle Micis iHAIMCbKUX IIPeraparis
(44,2 %). OTXe BUSIBJIEHO OOMiHYyBaHHs [IPEMNApariB iHIiACLKOrO OXOKEHHS B YCiX TPhOX 4 IPOaHai30BaHUX
rpynax JlikapCcbKuX 3aco0iB, 110 BKa3ye Ha OTPe6y pO3MMPEHHS BiITYM3HSIHOTO BUDOOHMIITBA TA BUBEICHHS HA

PUHOK HOBUX BiTYUBHSIHUX npenapaTiB.

2. The dissertation is aimed at a systematic study of the biological activity of S-esters of 4-
acylaminobenzenethiosulfonic acids using in silico methods to identify and evaluate their potential as promising
antimicrobial and antiviral agents with the aim of further developing a synthesis strategy and introducing
innovative drugs for the treatment of infectious diseases into industrial production. The literature data on the
current state of the problem of antibiotic resistance, the prospects for the search for potential antiviral and
antimicrobial substances among S- esters of thiosulfonic acids, and the possibilities of using in silico methods to
accelerate drug development have been processed and systematized. It has been shown that the problem of
microbial and viral resistance has become extremely urgent and threatens global health. Excessive and careless
use of antibiotics leads to the rapid development of resistance, complicating the treatment of infectious diseases
and increasing mortality risk among the population. To effectively combat this phenomenon, it is crucial to focus
on the development of new drugs capable of effectively fighting both viral and bacterial infections. In this context,
significant attention is drawn to research in the field of obtaining and systematically studying thiosulfoesters and
the possibilities of using modern in silico methods to accelerate the drug development process. These research
directions open up broad prospects for solving the most pressing problems of modern medicine and have the
potential to create effective treatment options that will protect the population from dangerous infections. 9 A
conceptual design for a study dedicated to the targeted search for promising antimicrobial and antiviral
substances among S-esters of 4- acylaminobenzenethiosulfonic acids has been outlined. The selection of
compounds has been justified, and a library of S-esters of 4- acylaminobenzenethiosulfonic acids has been created
for virtual screening of biological activity. A market analysis of systemic anti-infective drugs registered in Ukraine
has been conducted, focusing on the segments of antibacterial (group JO1), antifungal (group J02), and antiviral



(group JO5) medications. The largest subgroups of drugs by the number of registered names have been identified.
In the antibacterial drugs group, the most common representative is Levofloxacin (JOIMA12), with 109 names,
accounting for 10.28 % of the total number of registered antibacterial drugs. Among antifungal drugs, the most
common is Fluconazole, with 78 names, which constitutes 61 % of the total. Among antiviral drugs, Acyclovir
(JO5ABO1) is the leading substance, with 26 names, representing 9.38 % of the total number of drugs. The
distribution of registered antimicrobial and antiviral drugs by country of manufacture has been studied. It has been
established that in the antibacterial drugs group (J01), Ukrainian drugs account for 30.2 % of the total number of
registered names, ranking second after Indian drugs (32.7 %). In the antifungal drugs group (JO2), Ukrainian drugs
constitute 27.3 % of the total number of registered names, also ranking second after Indian drugs (31.1 %). In the
antiviral drugs group (JO5), Ukrainian drugs make up 19.9 % of the total number of registered names, again ranking
second after Indian drugs (44.2 %). Therefore, the dominance of Indian drugs in all three analyzed groups indicates
a need to expand domestic production and introduce new domestic drugs to the market. Domestic manufacturers
that produce the most names of drugs according to the State Register of Medicines have been identified. In the
antibacterial drugs group (JO1), Kyivimedpreparat leads with a 23 % share of domestic drug names. In the antifungal
drugs
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