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Development time→

Using Mercurial (http://mercurial.selenic.com/)
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Schlapbach & Züttel, Nature, 15 Nov. 2001





Wulff+DFT construction1

1Kim, Dai, Johnson and Sholl, Nanotechnology, 20, 204001



I Codes: NWChem, GAMESS, CRYSTAL, QWalk.
I cc-TZP basis
I cusp corrections, angular Green’s function (UNR), timestep

0.01 Hartrees−1.
I QMC: Slater-Jastrow w/ B3LYP geometries & orbitals
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Manby, Alfé,Gillan. Phys. Chem. Chem. Phys. 8, 5178



Candidate structure

DFT-B3LYP optimization
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Fit: Ecoh(n) = Ecoh(bulk) + α/n1/3
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