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WIEN Initialized Calculation











HOLE 1   1.0   *  Ca K edge  (4038.50 eV), second number is 

S0^2

*         mphase,mpath,mfeff,mchi

CONTROL   1      1     1     1 1 1

PRINT     1      0     0     0 0 0

RMAX        8.0

LDOS -10 50 0.1

SCF 3.7 0 30 0.05 10

FMS 5.1

RPATH 1.0

*AFOLP 1.0

XANES 6.0 0.05 0.2

*CRITERIA     curved   plane

*DEBYE        temp     debye-temp

NLEG         4

POTENTIALS

*    ipot Z  element

0   20   Ca        

1   20   Ca        

2   74   W         

3    8   O         

ATOMS                          * this list contains 317 atoms

*   x          y          z      ipot tag              distance

0.00000    0.00000    0.00000  0 Ca1             0.00000

0.79222    1.35636    0.97947  3 O1_1            1.85113

-0.79222   -1.35636   -0.97947  3 O1_1            1.85113

0.51853   -0.04561    1.86453  3 O2_1            1.93583
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