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Figure 1 Volume of 4 kg of
ways, with size elative o the size of
aw (Image of car courtesy of
foyola press information, 33rd
rokynvmsm 1999)

Schlapbach & Ziittel, Nature, 15 Nov. 2001
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Wulff+DFT construction’
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'Kim, Dai, Johnson and Sholl, Nanotechnology, 20, 204001



» Codes: NWChem, GAMESS, CRYSTAL, QWalk.
» cc-TZP basis

» cusp corrections, angular Green’s function (UNR), timestep
0.01 Hartrees™!.

» QMC: Slater-Jastrow w/ B3LYP geometries & orbitals






Manby, Alfé,Gillan. Phys. Chem. Chem. Phys. 8, 5178
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Fournier, Cheng, Wong

J. Chem Phys 119 9444
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Wulff construction
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Difference from DMC (kJ/mol)
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