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The renewal of various nerve diseases and the emergence new
pathologies urgently require a novel class of agents that are dis-
tinct than current therapeutic methods. Important advances in our
understanding of the pathogenesis, and pathophysiology of wide
variety of diseases have happened over the few decades. This
underscores the need for a continued search for new biologically
active compounds [1-4].

In the design of new pharmaceutical agents, multiple factors need
to be adjusted in parallel to discover the best balance of efficacy and
safety. After many years of thorough medicinal chemistry investi-
gations on the modification of well-known scaffolds, it is becoming
increasingly hard to deliver new drug candidates.

The focus of much neuroprotective agent’s research has, then,
moved to the investigation of new chemical classes and biological
targets.
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A substantial portion of modern neuroprotective drug discovery yet
focused on the lead finding and optimization of ligands by evaluating,
among other properties, their affinity to the target enzymes, because
such they belong mainly to proteins that are related to pathological
processes. If a drug has some sites of interaction with a target, this
means that such compound can possibly be used to treat the
corresponding disease.

The neuroprotective-drug targets should be essential, have a unique
function in the pathogen and show an activity that can be reorganized
over by small molecules.

A good few of substituted xanthine derivatives were known as
potent neuroprotective agents. For the aim of assessing the biological
activity of such compounds as potential drugs against different
pathological processes, various 3-benzylxanthines were submitted to
the in vitro evaluation.

To quicker the process, a possible direction is to predict new
interactions for novel drug candidates based on known drug-target
interactions using in silico approaches before conducting laboratory
experiments. Current computational tactics, that are common, are
docking simulation and machine learning.

Structure based drug design provides an outstanding platform for
the identification of new neuroprotective compounds. Further
optimization of lead structure has been done using up to date in silico
software.
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Mepivacaine (MC) is a piperidinecarboxamide in which N-methyl-
pipecolic acid and 2,6-dimethylaniline have combined to form the

amide bond. It is used as a local amide-type anaesthetic. It has a role
as a local anaesthetic and a drug allergen [1, p. 185-198].
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