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FDMNES Y.Joly, PRB 63,125120(2001)
Finite Difference Method for Near-Edge Structure

http://neel.cnrs.fr/spip.php?rubrique 1007 &lang=en

Prof. Y.Joly
1959F4H2484%FN

The FDMNES project

Permanent staff : Yves Joly
Former PhD student: Oana Bunau

The last generation of synchrotron and the free electron lasers make possible the
recording of data up to now unattainable. The interpretation of these data is of
fundamental interest for the understanding of the phenomena in play. It is also of
high importance for the description of the characteristics of the analyzed materials.

The aim of the FDMNES project is to supply to the community a user friendly code
to simulate x-ray spectroscopies, linked to the real absorption (XANES, XMCD) or
resonant scattering (RXD) of the synchrotron radiation. This ab initio approach,
wants to eliminate all the methodological parameters. First mainly mono-electronic,
using the functionnal density theory (DFT), it includes now multi-electronics
advances with the use of the time dependant DFT (TD-DFT) for a better taking into
account of the excited states linked to the photon-matter interaction. It includes
also the Hubbard correction (LDA+U) for a better description of the so called
correlated materials.
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Gnuplot is a portable command-line driven graphing utility for Linux, 0S/2, MS Windows, OSX, VMS, and many other platforms.
‘The source code is copyrighted but freely distributed (i.c., you don't have to pay for it). It was originally created to allow scientists and
students to visualize mathematical functions and data interactively, but has grown to support many non-interactive uses such as web
scripting. It is also used as a plotting engine by third-party applications like Octave. Gnuplot has been supported and under active
development since 1986.

Gruplot supports many different types of 2D and 3D plots

Here is a Gallery of demos.
Gnuplot supports many different types of output

interactive screen display: cross-platform (Qt, wxWidgets, x11) or system-specific (MS Windows, 0S/2)

direct output to file: postscript (including eps), pdf, png, gif, jpeg, LaTeX, metafont, emf, svg, ...

mouseable web display formats:  HTMLS, svg
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Get-Childltem gci, Is, dir Is dir
New-ltem -type d ni -type d mkdir md
Get-Content gc, cat, type cat type
Move-ltem mi, mv, move mv move
ri, rm, rmdir,
Remove-ltem rm rd
del, erase, rd
Copy-ltem cpi, cp, copy cp copy
Get-Location gl, pwd pwd cd (5% L)
Get-Command gcm, which which




