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G2 benchmark set of atomization energies

e 55 selected molecules
[Curtiss, Raghavachari, Trucks, and & Pople, J. Chem. Phys. 94, 7221 (1991)]

e Ist and 2nd row atoms

® F.tms: experimental heat of formation (0K)
[e.g. Feller & Peterson, J. Chem. Phys. 110, 8384 (1999)]

e reference bond energies

Eyona = Eatomz + Ezpe+ AE’SR&:SO
e obtained from computational method (here: CASINO DMC)

- E : atom molecule
Ebond — ( Etotal ) — I4total
(Etotal: Non-relativistic electronic groundstate energy - static nuclei)
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Comparing benchmark data

L computed reference
AFvona = Epona — Ebond

|CASINO DMC (ADF QZ4P, dt —0) [this work]
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Chemical reaction energies
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[selected molecules from Helgaker test set]

Norbert Nemec 'ﬁ‘]‘ i’ V




