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Classical forces

Total electrostatic energy as a function of
‘ 0.d) the position of the 'nucleus' :
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For dynamic problems, kinetic energy terms of
‘electrons’ and 'nuclei’ will appear as well.

(Instructive: plot a 3D graph of E(x,y) )

Classical forces
Use Coulomb's law to get the components of the force
on the 'nucleus’ :
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Classical forces

These are specific examples of the Hamilton
‘ 0.d) formulation of classical mechanics :
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Hamilton equations:
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Classical forces

One of the H-equations leads to a force associated to
a generalized coordinate.

oH

Fq:p:—a—q

This is a general expression |
« Applicable to static as well as dynamic problems

« Applicable to any generalized coordinate
« Applicable to classical and quantum problems




