Sample calculation

For the 1s orbital of hydrogen
¢(F)=exp(-r) (1.1)
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Vit ([F-d)= {2Lj|)+ fr(|r - a|)} (1.2)

In Hartrees the Schrodinger equation is [..\WaveFunction\SeqnVariance.docx]
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At the origin
p(r)=en()
¢"(7) = exp(-r)

So that the value of E, is %4

The expectation value of V is

J'r exp(-2r)dr
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Use importance sampling with g(r) = exp(-ar) [ImportanceSampling.doc]
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