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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; (II) the 

knowledge uprising of the roles and biological mechanisms of action 

of various enzymes; and (III) 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- 

quently, 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. 
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Демографічна ситуація у світі, що пов’язана зі збільшенням 

тривалості життя населення і, відповідно, зростанням чисельності 

людей похилого віку, формує ряд суттєвих медико-фармацевтич- 

них та соціально-економічних проблем, призводить до актуалі- 

зації проблеми когнітивних розладів (КР) і різних форм деменції. 

Виражені розлади когнітивних функцій проявляються через 

зниження уваги, уповільнення темпів психічних процесів, мнес- 

тичних порушень, які досить часто поєднуються з психопато- 

логічними змінами (емоційними, поведінковими) і неврологіч- 

ними симптомами [1]. Що в свою чергу призводить до пору- 

шення побутової, соціальної та професійної діяльності, до зни- 

ження якості життя, у деяких випадках – до інвалідності і роз- 

витку повної залежності від оточуючих, що найбільш часто 


