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A 43 AKTyaJbHi TMHTaHHA MeAMYHOI Teopili Ta NMpaKTUKH: 30ipHUK
MaTepiaiB MiDKHapOJHOI HAayKOBO-TIPaKTHYHOI KoH(epeHmii (M. dHimpo,
11-12 rpynus 2020 p.). — Juinpo : Opranizanis HAyKOBUX MEAWYHUX JOC-
mmkens «Salutemy, 2020. — 68 c.

Y 30ipHHMKY TpeACTaBlICHI Marepiaid MDKHapOJHOI HayKOBO-
MpakTHIHOI KOH(epeHIil «AKTyajdbHi NMHUTAaHHA MeIM4YHOI Teopii Ta
NPaKTUKH». Po3risnarorecst 3arayipHi mMpoOjeMu KiliHi4HOT Ta mpodinak-
TUYHOI MEJJULIMHH, MUTaHHS (apManeBTHIHOI HAYKH Ta iHIIIE.

[Mpu3HayeHuit Ui HAayKOBLIB, NMPAaKTUKIB, BHUKJIAgadiB, acIipaHTiB i
CTY/IEHTIB MeINYHOI, (hapMaleBTUYHOI Ta BETEPUHAPHOI CIIEIiabHOCTEH, a
TAKOX ISl IIMPOKOTO KOJIa YUTAUiB.

VYci maTepianu momamThCcAd B aBTOPChKiM pemakmii.
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The last decade of study and growth in pharmacophores design has
fashioned revolutionary results. The present successes are based on
improvements in several crucial parameters: (I) medicinal chemistry
energies have developed much-improved modifications of existing
medicines, in order to produce the high-affinity molecules; (I) the
knowledge uprising of the roles and biological mechanisms of action
of various enzymes; and (lll) the translational drug discovery
part. The latter relays to many branches of bioinformatics like com-
puter algorithms, biochemical analyses, better pharmacokine-
tics/pharmacodynamics (PK/PD) models, ADME models, and wide
variety of toxicology investigations.

In the design of new pharmaceutical agents, it is clear that
numerous factors need to be attuned in parallel to discover the finest
balance of efficacy and protection. After many years of detailed
medicinal chemistry researches on the alteration of well-known
antibacterial and antiviral scaffolds, it is becoming gradually hard to
bring new leads.
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The focus of much antibacterial and antiviral research has, conse-
guently, moved to the identification of original chemical classes and
novel bacterial targets.

A substantial portion of modern antibacterial/antiviral drug
discovery yet focused on the lead discovery and optimization of
ligands by assessing, among other assets, their affinity to the main
target, because such targets are proteins that are related to diseases.
If a drug interacts with a target, that drug can possibly be used to treat
the matching disease.

An antimicrobial-drug target should be essential, have a exclusive
function in the pathogen and show an activity that can be reorganized
over by tiny molecules.

The number of suitable drugs having known interactions with targets
is tremendously small compared to the number of all available chemical
compounds (more than 35 million) that could be possible drug
applicant. Challenging these compounds against each possible target
using laboratory experiments would require a huge amount of money
and a very long time. In last decades, there has been quite a number of
positive cases where a legalized drug was found to be helpful to treat
another disease that is not the unique target the drug was designed for.
Identifying new drug-target interactions for either approved drugs or
new drug candidates is a important step in drug discovery.

To quicker the process, a possible way is to predict new
interactions for novel drugs based on known drug-target relations
using in silico tactics before conducting laboratory experiments. Exi-
sting computational methods, that are prevalent, are docking simu-
lation and machine learning.

Structure based drug design offers an exceptional platform for the
identification of novel antibacterial compounds. Inhibitors of bacterial
proteins and further optimization of lead structure have been done
using up-to-date in silico software.

References:

1. Louis D.Q. Fundamentals of heterocyclic chemistry: importance in
nature and in the synthesis of pharmaceuticals / D.Q. Louis. —
Wiley 2010. — 327 p.

2. Pat. 2010/0279969 USA, MKU6 A61K 31/70. Azido purine
nucleosides for treatment of viral infections / R.F. Schinazi,

52



J.W. Mellors, N.P. Sluis-Cremer [et al.]. — Ne 12/599951; 3asiBn.
14.05.2008 ; omy6s. 04.11.2010; HKU 514/45.

3. Synthesis and antimicrobial estimation of some new substi-
tuted purine derivatives / D. A. Vasylyev, M. S. Kazunin,
A. O. Priimenko, E. N. Achkasova, B. O. Priimenko // Ykp. men.
anpManax. — 2012, —T. 15, Ne 5. — C. 53.

AHAJII3 ACOPTUMEHTY HOOTPOITHUX JI3
POCJIUHHOI'O MOXOUKEHHS JJ151 IIKYBAHHS
JEMEHIIII, IO NPEJCTABJIEHI HA PUHKY YKPATHU

I'ABPUII H. b.

Kanouoam HAayK i3 couianbHuX KOMyHIKayii,
oouenm Kaghedpu coyianvHoi hapmauii
BABHUY A. C.

cmyodenm \ Kypcy

KAPIIEHKO JI. A.

Kanouoam hapmayeemuynux Haykx,

doyenm Kagedpu coyianvnoi papmauii
Hayionanenuii papmayeemuunuil ynieepcumem
m. Xapxie, Ykpaina

JHemorpagiyHa cutyailis y CBITI, 10 TMOB’sA3aHa 31 301IbIICHHIM
TPHUBAJIOCTI XKUTTS HACEIEHHS 1, BIAMOBIIHO, 3pOCTAHHIM YHCEIBHOCTI
JOAeH MOXUIIOro BiKy, hOpMYye psili CYyTTEBUX MEAUKO-(hapmareBTHY-
HUX Ta COIaJIbHO-€KOHOMIYHUX MpPOOJeM, PU3BOJIUTH O aKTyai-
3al1ii mpoOyieMu KOTHITHBHUX posiaiB (KP) i pizaux gpopm aemeHii.

Bupaxkeni po3nagu KOTHITHBHUX (YHKLIH MPOSBIAIOTHCS 4epes
3HW)KEHHS yBard, YIOBUIbHEHHS TEMIIB NCHXIYHUX MPOIECiB, MHEC-
TUYHUX TIOPYIIEHb, SKi JOCHTh YacCTO IMOETHYIOThCS 3 TICHXONATo-
JIOTYHUMH 3MiHAMH (E€MOIIIMHUMHU, TOBEIIHKOBUMH) 1 HEBPOJIOTiY-
Humu cumnromamu [1]. Illo B cBow uepry mpu3BOAUTH A0 MOPY-
IICHHS] TIOOYTOBOI, COIaIbHOT Ta MPOQECciiHOI MiSTIBHOCTI, JI0 3HH-
JKEHHS SIKOCTI JKUTTS, Y JCSIKHUX BUIAAKaX — JO 1HBAJIITHOCTI 1 Po3-
BUTKY IOBHOI 3aJIEKHOCTI BiJl OTOYYIOUMX, L0 HAHOLIbII YacTo
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