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Editorial

Drug design is more complex than simply the event of the
pharmacologically active compound. A lead compound frequently
must be chemically modified, for instance , to eliminate undesirable
side effects or improve pharmacokinetic behavior. CADD is an
exciting and continually evolving area that leverages new data and
methods to supply approaches that tackle the ever-changing needs of
drug discovery. The availability of experimental data for model
building for multiple endpoints or selectivity targets enables CADD to
tackle the needed multidimensional optimization challenge, and a
mixture of models for the different endpoints can be used, together
with a variety of methods. Protein structures still become more
available, and therefore the methods and force fields also are
developing for SBDD, with one goal to be ready to predict accurately
ligand-binding energies/affinities.

This volume contains methods that relate to the planning of drug
molecules, methods that are both skilled and quite new, and therefore
the reader is inspired to think about them all, combined in any ways, to
tackle the precise needs of every medicinal chemistry project.
Innovative drug design focuses on new drug targets. Unlike magic
bullets targeting one disease-causing molecule, a systems drug design
is proposed during this chapter to develop multiple drug targets for
multiple-target cocktail therapies. Drug design is driven by innovation
and technological advancement involving a combination of
sophisticated experimental and computational approaches. Innovation
in medicinal chemistry and biology has generated an important
foundation within the look for new drug candidates.

Drug design for cell surface receptors has largely focused on
either competitive agonist or antagonist ligands that occupy the
principal (orthosteric) binding sites of those receptors, that is, the sites
at which the native ligands for these receptors act. Computer-aided
drug design and synthesis of highly selective inhibitors on the basis of
specific amino acid residues in the ATP-binding domain of RTKs has
become the major trend in the research of RTK inhibitors in recent
years. Computational chemistry algorithms are developed to group hits
supported structural similarity, which is important to make sure that
compounds are adequately sorted over a broad spectrum of chemical
classes.

The increasing application of diverse computerized
methods in drug discovery has enabled a better handling of data
associated with a large number of compounds screened against the
target molecules or proteins for leads. Docking has been wont to
propose the possible binding mode of the compounds that were
found with LBDD techniques, to elucidate the activity of
compounds evaluated experimentally, and to screen an outsized
number of compounds obtained from chemical databases.
Computer-aided drug design (CADD) techniques are used for the
rapid assessment of chemical libraries so as to guide and speed up
the early-stage development of latest active compounds. CADD
entails a huge number of computational methodologies like virtual
screening, virtual library design, lead optimization, de novo design,
then forth.

The advance of computer-aided drug design and high-
throughput next generation whole-genome sequencing devices
provide the opportunity for the discovery of new avenues of
therapeutic approaches for AML. Neurological disorders are simply
defined as engaged impairment or interruptions in systema
nervosum . It coordinates with body’s all movement and functions.
The systema nervosum is taken into account as our body's command
center and it's obvious that the brain comprises neurons, axons and
synapses.
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