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The FDMNES code

1995: ESRF at Grenoble + Denis Raoux + Rino Natoli
�ÆStarting of the XANES theoretical study

1996: first version of FDMNES
XANES calculation beyond the muffin-tin approximation
XAFS IX, Grenoble, 26-30 Août 1996

1999: Resonant diffraction

2000–2009: Multiple Scattering Theory
Magnetism - Spin-orbit
Space group symmetry analysis
Tensor analysis
Fit procedure
Self-consistency

2010-2018: LDA + U, TD-DFT
XES (valence to core)
X-ray Raman
Surface resonant X-ray Diffraction

COOP
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Input and output files
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Filout
Sim/VO6

Range
-2.   0.1   0. 0.5    60.  

Radius                                                      
2.5

Quadrupole

Polarization  

Molecule
2.16  2.16  2.16  90. 90. 90.    
23  0.0   0.0   0.0                  
8  1.0   0.0   0.0   
8 -1.0   0.0   0.0 
8  0.0   1.0   0.0  
8  0.0  -1.0   0.0  
8  0.0   0.0   1.0  
8  0.0   0.0  -1.0  

Convolution

End
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Examples of FDMNES indata file Filout
Sim/Fe3O4

Range
-2. 0.1 -2.  0.5 20. 1. 100.

Radius
5.0

Green
Quadrupole

DAFS
0 0 2 1 1 45.
0 0 6 1 1 45.
4 4 4 1 1 0.

Spgroup
Fd-3m:1

Crystal
8.3940   8.3940   8. 3940  90   90   90   

26    0.6250   0.6250   0.6250    ! Fe 16d           
26    0.0000   0.0000   0.0000    ! Fe  8a

8    0.3800   0.3800   0.3800    ! O  32e

Convolution

End



Filout
Sim/VO6

Range
-2.   0.1   0. 0.5    60.  

Radius                                                      
2.5

Quadrupole

Polarization  

Molecule
2.16  2.16  2.16  90. 90. 90.    
23  0.0   0.0   0.0                  
8  1.0   0.0   0.0   
8 -1.0   0.0   0.0 
8  0.0   1.0   0.0  
8  0.0  -1.0   0.0  
8  0.0   0.0   1.0  
8  0.0   0.0  -1.0  

Convolution

End

����

Examples of FDMNES indata file Filout
Sim/Fe3O4

Range
-2. 0.1 -2.  0.5 20. 1. 100.

Radius
5.0

Green
Quadrupole

DAFS
0 0 2 1 1 45.
0 0 6 1 1 45.
4 4 4 1 1 0.

Cif_file
Sim/in/Fe3O4.cif

Convolution

End


