Potential Energy Surtaces - Force fields

Lecture 3

C HM 6 2 4‘ Varadharajan Srinivasan

Dept. Of Chemistry
[ISER Bhopal

Molecular Stimulations



Outline

e Breaking up the potential energy surface - force fields
e Bond stretch

* Bond angles

e [orsions

 Non-bonded interactions
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Taken from Introduction to Computational Chemistry (F. Jensen)



