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Project: Each student will
be required to carry-out a
complete Molecular
Mechanics analysis and
modeling of either some
existing molecule(s) of
interest or one that he or she
designs and can be proven
to be stable. Fri, 07 Dec
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: computational chemistry
demystified - Chapter 11 is
on molecular mechanics
and modeling, in which
various force ï¬•elds
required to express the total
energy term are introduced.
Computations using
common molecular
mechanicsforce ï¬•elds are
explained. Computations of
molecular properties using
the common computational
tech-niques are explained in
Chap. 12. Fri, 07 Dec 2018
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- To further these aims of
the book, compact discs are
included that provide a
comprehensive suite of
modelling software and
datasets. The continuing
interest of the
pharmaceutical industry in
molecular modelling in
early stage drug design is
recognized by the inclusion
of chapters Medicinal
Chemistry and Drug
Discovery. Sun, 09 Dec
2018 19:40:00 GMT
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Computational Chemistryis
the modeling of chemical
phenomenon using
computers rather than
chemicals. The models used
vary in their sophistication:
Cheminformatics Molecular
mechanics Semi-empirical
methods Ab initio quantum
chemistry All these
methods, except the last,
rely on empirical
information (parameters,
energy levels etc.). 
Introduction to
Computational Chemistry:
Theory - It provides in one
comprehensive volume the
in-depth theoretical
background for molecular
modeling and detailed
descriptions of the
applications in chemistry
and related fields like drug
design, molecular sciences,
biomedical, polymer and
materials engineering. 
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