FLOW CHART

1. Classical hamiltonian
Ha = (12M)(p* + p") + (172m)p" + Wir, 72, F)

l

2. Complete TISE
H = (118" M) (&laxi’ + Flay’ + &n + Blae + Flav’ + 3oz’
- (W 8aTm) (Ba + &at + EEEN) + Vir, ra 1)
abjective: solve for ground state energy E,, and
expectation value of proton-proton separation

l

3. Born Oppenheimer model

(fora particular profon-proton separation B}
He=—(K /8" m) (3o + 848 + 8180 ~ (ma)| ri—r] '+l r=r] ™Y

objective: solve for groond state energy E4F) and
prodon-proton separation &,

l

4. Variational solution for E (R)

Trial wavelunction Find E, {A 5] = Minimise E, (4.8} Chutpait 15 an upper
with adjustable (i Howed ! (s w3) with respect to 4 bound to ELR)

parameters A and B and &
T Fepeat for different values of B 1 l
5. Add E,, to E,

to form the BOpp approximation to total energy, £,

l

6. Minimise E,; (R)

minimum valee found at K=/,

}

7. Output minimum E,,;and R,




