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TOT   13              
MULT/COUL/EXCH/POT /TOT ;  VXC-SWITCH 
NR2V    (R2V / NR2V)   (#Exchange-
correlation (case.r2v), Coulomb and 
total 
                        potentials 

(case.vcoul) are written as (Vr 2) to a  
                        file for 
plotting with lapw5) 
0 0.0     (#of FK in E-field 
expansion, EFELD (Ry) 
0         (list of K-vectors) 
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1 Moruzzi, Janak, Williams(78)�
5 Perdew and Wang 92, reparameterization of 
Ceperly-Alder data, the recommended LDA option�
13 Generalized Gradient approximation (Perdew-
Bourke-Ernzerhof 96)�
14 Generalized Gradient approximation (Perdew-
Wang 91)�
12 Meta GGA (Perdew et al. 2000).�
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