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spheres with radius (Ecut)1/2 with origin in k:     Nideal = (V/6π2) (Ecut)3/2 =  84.941

2x2x2 weight plane waves

1 0.25 83
2 0.75 89

87.461weighted average

4x4x4 weight plane waves

1 0.03125 77
2 0.09375 84

3 0.09375 83
4 0.09375 81
5 0.03125 83
6 0.09375 82
7 0.09375 87
8 0.09375 87
9 0.18750 86

10 0.18750 89

85.01weighted average

Ecut = 7 Ry

V = 271.6 bohr3
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∆E = Nideal ln(Nav/Nideal) (∂Etot(N)/ ∂ N)| Nideal

      ≈ Nideal ln(Nav/Nideal) a1  a2  exp(– a2Nideal)
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extrapolated to 0

E(T)
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Ezero = ½ (F(T)+E(T)) + (T3) = F(T) – ½  Tel Sel(T) + (T3) 
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HF LSD GGA(PBE) meta-GGA[1] exp.

H2 3.56 4.91 4.53 4.96 4.75

H20 6.27 11.56 10.16 9.98 10.07

HF 3.80 7.04 6.16 6.01 6.10
CO 7.43 12.96 11.65 11.10 11.24
N2 4.70 11.60 10.55 9.94 9.91

F2 <0 3.39 2.32 1.87 1.67

O2 1.36 7.58 6.23 5.70 5.22
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γ(n)A :=  Esl(n) − (NAs+NGa)  Ebulk(n) −  (NAs-NGa)µAs
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atoms in cell 3 3 4
layers 2 4 6

k-points
1 5.48
6 1.41

18 0.35 0.73 0.48
54 0.62 0.54 0.55
162 0.61 0.60 0.51

dissociation barrier [eV]

1.1Å
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