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fdmnes 2018 11 30.zip

Numerical improvements for simulation of surface resonant
diffraction. Bulk atoms calculated first. Sometimes small
numerical differences with previous versions, for simulations
using FDM.

fdmnes 2019 01 29.zip

Numerical instability when spin-orbit + Hubbard fixed. E3E3
component has been set to zero for some versions. Now it is
ok. Numerical difference when spin-orbit + complex energy

fdmnes 2019 02 _12.zip

bug-fix

Note that a numerical instability when spin-orbit + Hubbard is
sometimes still there... Sorry.
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gnuplot homepage

1
Gaussian Distributions
08 | 4
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l—l—l 06 L n=200-10 1 FAQ Contnbutefi scripts
p=-100=20 o . External Links
Documentation . .
Tutorials, learning,
Demos
and help
Download
Books
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J J I * Gl’lllpl()t is a portable command-line driven graphing utility for Linux, OS/2, MS Windows, OSX, VMS, and many other platforms.

The source code is copyrighted but freely distributed (i.e., 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

l \ 3 scripting. It is also used as a plotting engine by third-party applications like Octave. Gnuplot has been supported and under active
l 3 development since 1986.

Gnuplot 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, OS/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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Gﬂ“plﬂt 1s a portable command-line driven graphing utility for Linux, O5/2, MS Windows, O5X, VMS, and many other platforms. The

source code 1s copyrighted but freely distributed (1.e.. you don't have to pay for 1t). 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 15 also used
as a plotting engine by third-party applications like Octave. Gnuplot has been supported and under active development since 1986.

Gnuplot supports many different tvpes of 2D and 3D plots
Here 15 a Gallery of demos.

Gnuplot supports many different tyvpes of output

mnteractive screen display: cross-platform (Qt, wxWidgets, x11) or system-specific (MS Windows, O5/2)
direct output to file: postscript (including eps). pdf. png. gif, jpeg. LaTeX, metafont, emf, svg, .
mouseable web display formats: HTMLS, sve
Version 3.0 (previous stable) Version 3.2 (current) The Development version is gnuplot 3.3
» Release 5.0.7 « Release 5.2.6 (January 2019) « New features are being added regularly.
* Release Notes « Release Notes Development has recently transitioned ﬁ'ﬂml}
* User Manual (PDF) « User Manual (PDF) cvs to git. Git repository here.
» version 5.0 demo gallery o demo gallery  Version 5.3 Documentation (PDE)

contributed binaries for OSX o Version 5.3 demo gallery
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gnuplot download

Current gnuplot major version is 3.2

Y

“»| Primary download site on SourceForge

= i repository 7 I) \\J 7

+ Release Notes

The most recent release was 5.2.6 (January 2019)

Downloads offered by others

Development version:
* Windows binaries built by Tatsuro Matsuoka: (cvgwin) and (MinGW) and
» Contributed Macintosh and linux (deb) binaries may be available at
nix flapane com

Various Sources and binaries (miscellaneous operating syvstems):
* Gnuplot on sourceforge, section Files.
» CTAN mirrors: fip dante de, fip tex ac ulk. fip. cstug cz.
* Linux rpm/deb/etal packages: see servers of yvour favourite distributor.
* 3rd party OS/X binaries
csml-wiki northwestern.edu
ricardo.ecn. wiu.edu
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Download Chrome Today
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gnuplot

A portable, multi-platform, command-line driven grapb’ag utility
Brought to you by:

Reviews Support gnuplot-main Mailing Lists

Download Latest Version
gp5256-winé4-mingw_2.exe (27.2 MB) % ‘
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Clion
MADOCAZ CONFIG_FILE

iE
C¥Program Files¥letBrains¥Clion 2018.3.2¥bin;
C/madoca2/config/madocajson

Onelrive C¥lzers¥nakada¥Cnelrive

OnelriveConsumer C¥lzers¥nakada¥Cnelrive

Path C¥Python35¥5cripts¥ C¥Python35%, C¥lsers¥nakada¥A ppData¥loc..

PRJ_DEFINITIONS C¥lsers¥nakada¥Desktop¥madoca_dev¥madoca2_core-2.7.2/confi.,

PRJ SOURCE DIR C¥lzers¥nakada¥Desktop¥madoca dev¥madocal core-2.7.2
FARIM)... RE(B.. AllE=(D)

YATLREEH(S)

i) {&

ComSpec C¥WINDOWS¥system32¥cmd.exe

DriverData C¥Windows¥System32¥Drivers¥DriverData

GEMICAM_GEMTLE4_PATH
I_MPI_ROOT
IMTEL_LICEMSE_FILE
MIDACMx SwitchDir
MIEXTCCOMPILERSUPP

C¥BitFlow SDK 6.00%Bingd

C¥Program Files (x86)¥IntelSWTools¥compilers_and_libraries_2018.1...
C:¥Program Files (x86)¥Commen Files¥Intel¥Licenses

C¥Program Files (x86)¥Mational Instruments¥MI-DACH¥Switch¥
C¥Proaram Files (x861¥Mational Instruments¥Shared¥ExternalComopi...

FR(W)... wRE()... AlER(L)

oK Fan )l




nakada Q) 1-TF-BEZTH ()

EH {E

CLion C¥Program Files¥letBrains¥Clion 2018.3.2¥bin; N o iﬁ *
S -lj— — 17&\

MADCCA2 CONFIG_FILE C/madoca2/config/madocaz.json J— 1E %IJ 0) }R R A2 g3

Cinelrive C¥llsers¥nakada¥Onelnive
CnelriveConsumer C¥lsers¥nakada¥Onelnive
Path C¥Python25¥5cnpts¥, C¥Python3s¥, C¥lsers¥nakada¥AppData¥Loc..,

PRJ_DEFIMNITIOMNS C¥lsers¥nakada¥Desktop¥madoca_dev¥madocaZ_core-2.7.2/confi...
PRJ SOURCE DIR C¥lsers¥nakada¥Desktoo¥madoca dev¥madoca? core-2.7.2

ChbhEEF|ZTL

FTR(N)... RE(E)... AlER(D)

VATLEEREEH(S)

EH {E

ComSpec CHFWINDOWS¥system32¥cmd.exe
DriverData C¥Windows¥System22¥Dnivers¥DniverData
GEMNICAM_GENTL&4_PATH C:¥BitFlow SDK 6,00¥Bingd

|_MPI_RCOT C#¥Program Files (x86)¥IntelSWTools¥compilers_and_libranes_2018.1...

INTEL_LICEMSE_FILE C¥Program Files (x86)¥Common Files¥lntel¥Licenses / X ! 0) i a']: ﬂé&
MIDACMx SwitchDir C:#Program Files (x58)¥National Instruments¥NI-DACFSwitch¥ ] ﬂ

MIEXTCCOMPILERSLUPP C:¥Proaram Files (xB81¥MNational Instruments¥Shared¥ExternalCompi...
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Path &:LE?R LThbimEZEHT
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Clicn ¥Program Files¥letBrains¥Clion 2018.3.2¥bin;
MADCCAZ_CONFIG_FILE C:/madoca2/config/madocaZ.json
OneDrive C¥Users¥nakada¥OneDrive
OneDriveConsumer C¥Users¥nakada¥OneDrive
(| Path ) C¥Python3s¥Scripts¥: C¥Python3s¥ C¥lsers¥nakada¥AppData¥loc...
PRJ_DEFIMNITIOMNS C¥lsers¥nakada¥Desktop¥madoca_dev¥madocaZ_core-2.7.2/confi...
PRJ SOURCE DIR C¥Users¥nakada¥Desktoo¥madoca dev¥madoca? core-2.7.2 ¥
F7=(N)... BIER(D)
VAT LEEEH(S)
¥ {E
ComSpec CHFWINDOWS¥system32¥cmd.exe
DriverData CH¥Windows¥5ystem32¥Dnivers¥DniverData
GEMNICAM_GENTL&4_PATH C¥BitFlow SDE 6.00¥Bing4
|_MPI_RCOT C#¥Program Files (x86)¥IntelSWTools¥compilers_and_libranes_2018.1...
INTEL_LICEMSE_FILE C¥Program Files (x86)¥Common Files¥Intel¥Licenses
MIDAC M SwitchDir C:¥Program Files (xB6)¥Naticnal Instruments¥NI-DAC¥Switch¥
MNIEXTCCOMPILERSUPP C:¥Proaram Files (x861¥National Instruments¥Shared¥ExternalCompi.., Y
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C¥Python35¥5cnpts¥ %ﬁ *E € 7 | J \\J 7 3_ é
C¥Python3s¥
C¥lsers¥nakada¥AppData¥Local¥Microsoft¥WindowsApps R"EE
C¥lsers¥nakada¥AppData¥local¥atom¥bin
C:¥Program Files¥CMake¥bin FE(B)...
%USERPROFILE®:¥AppData¥Local¥Microsoft¥WindowsApps
C¥OpenCV¥24¥build¥xe4¥vc 14¥bin BlER(D)
C¥Program Files [x38)¥MN5IS¥Bin
C¥Program Files¥Microsoft VS Code¥bin 0
C:¥Program Files (x86)¥Microsoft Visual Studio 14.08VC EALD
C:¥Program Files (x86)¥Microsoft Visual Studio 14.08VC¥bin
C¥madoca2¥bin¥Release TAO)
C¥pms¥bin
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C¥madocaz¥daruma¥bin THADRET)..
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C¥Python3s¥
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C¥Python35¥5cnpts¥
C¥Python3s¥
C¥lsers¥nakada¥AppData¥local¥MicrosoftfWindowsApps
C¥lUsers¥nakada¥AppData¥local¥atom¥bin

C¥Program Files¥CMake¥bin
SUSERPROFILE:¥AppData¥Local¥Microsoft¥WindowsApps
C¥OpenCV¥24¥build¥x64¥vc 14¥bin

C:¥Program Files (xB8)¥NSI5¥Bin

C:¥Program Files¥Microsoft VS Code¥bin

C:¥Program Files (xB8)¥Microsoft Visual Studic 14.08VC
C:¥Program Files (xB8)¥Microsoft Visual Studic 14.08VC¥bin
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labview N1-f-EHEZ (V)
zH:

OneDrive

TEMP
T™MP

IRIEZTMDPathIEB H

&

C¥Users¥labview¥OneDrive
C¥Users¥labview¥AppData¥Local¥Temp
C¥Users¥labview¥AppData¥Local¥Temp

- FAN.. | #=6. 8lR2(D)
YT LEETH(S) %ﬁ-fﬂ 7& 7 I ) ) 7
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ComSpec C¥WINDOWS¥system32¥cmd.exe
DriverData C¥Windows¥System32¥Drivers¥DriverData
NUMBER_OF_PROCESSORS 4
oS Windows_NT
Path C:¥Program Files (x86)¥Intel¥Intel(R) Management Engine Compone...
PATHEXT .COM:;.EXE;.BAT..CMD:.VBS;.VBE..JS;.JSE;.WSF;.WSH;.MSC
PROCESSOR ARCHITECTURE  AMDe6&4 M
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(C) PowerShell ZER L TH
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Windows PowerShell
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Y Windows PowerShell |SE

O

AIhELT
RICEEFOFHEANS
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¥ Windows PowerShell (x86)

EY Windows PowerShell ISE (x86)
R

L powershell - web i£E%5 532 >

D

FEaxXvk

P fzleAnLtiz

(B)

L powershell




PowerShell Ot &)

ic-x
gnuplot 5
patchleve

Cu

£

WinShof
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.+ Windows Powe

Windows PowerShel |
Copyright (C) 2009 Microsoft Corporation. All rights reserved.
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Linux &
FIEXRCEDIZTFEZR D
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. 3 Windows PowerShel

Windows PowerShel |
Copyright (C) 2009 Microsoft Corporation. All rights reserved.

PS C:¥lUsers¥nakada> $Env:Path

. 3 =R Windows PowerShel

lWindows Powershe | |
Copyright (C) 2009 Microsoft Corporation. All rights reserved.

PS C:¥lUsers¥nakada> $env:path
hoystemRoot %¥ Svstem39¥W|ndov PowerShe | | ¥v].0¥;C: ¥Programlata¥Urac le¥Java¥javapath;c: ¥Pyth
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1) gcrmowgnuplot
Po C:¥lUsers¥nakada> gcm wenup lot

Command [vpe Name

.ﬁ.DD | ication wanNLUpP ot .exe

2) gcmafdmnes_win64 ZDAYytE—IH 5 (E0K

PS C:¥lUsers¥nakada> gcm fdmnes winb4

Command [vpe Name

Application fdmnes winb4.exe

DA vt—IHB51E0K
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3) gcmafdmnes _win32

PS C:¥lUsers¥nakada> gcm fdmnes windZ.exe

Command [vpe Name

lApp | 1cat 1on fdmnes windZ.exe
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GNUPLOT

VYersion 5.1 patchlevel 0 last modified 2015-08-28
Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others

znuplot home: http:/fwew.gnuplot.info

mailing list: gnuplot-heta®|ists.sourceforge.net
fag, hugs, etc: tvpe “help FAQ”

immediate help: type “help” (plot window: hit "h’)

Terminal type set to “wxt’
gnuplot> _
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BBY(N) —RE(G) BE(A) Fv—PC) RIAMIUS) 3WwT AU

Rl &4>7 @81 @R BAT3> v
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~BFRN FE BRERF 28 &

GNUPLOT

Yersion 5.1 patchlevel 0 last modified 2015-08-28

19498, 2004, 2007-2015

Copyright (C) 1986-1993/

Thomas Williams, Colin/Kelley and many others

gnuplot home: htth://www.gnuplot.info * D

mailing list: znplot-heta®lists.sourceforze.net SinFﬁ ﬂb\ 7 \\J I\ é *l; é

fag, bugs, etc:  type “help FAQ”
immediate help:  tfpe “help” (plot window: hit "h’)

Terminal type set to “wxt]

gnup|0t>|plot sinkx) I

lznup ot > —
[[z] Gnuplot (window id : 0)
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GNUPLOT
VYersion 5.1 patchlevel [ last modified 2015-08-28

Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others

znuplot home: http://www.gnuplot.info

mailing list: gznuplot-heta®l|ists.sourceforge.net
fag, hugs, etc:  type thelp FAQ™

inmediate help: type “help” (plot window: hit "h’)

Terminal type set to “wxt’
gnuplot> plot sin(x)
gnuplot>|g_

*)quit T AEENENEREDITIZES
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GNUPLOT
VYersion 5.1 patchlevel 0 last modified 2015-08-28

Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others

znuplot home: http://www.gnuplot.info

mailing list: gnuplot-heta®lists.sourceforge.net
fag, bugs, etc:  type “help FAQ”

immediate help: type “help” (plot window: hit h’)

Terminal type set to “wxt
lznuplot>
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GNPl T
VYersion 5.1 patchlevel 0 last modified Z2015-08-28

Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others
gnuplot home: http://www.gnuplot.info
mailing list: gnuplot-heta®lists.sourceforge.net

fag, hugs, etc: tvpe “help FAQ”
inmediate help: tvpe “help” (plot window: hit *h’)

Terminal tvpe set to ‘wxt’
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A—IINLF—Dr I -UHICAALIza< 2k

DERENERTIND

F7OUR) TOYE) FRE) BEN) —R(G) H(A) Fr—hO)
~BER SB< BRE ~BH SR §9°7 0 OR & AT

GNUPLOT
VYersion 5.1 patchlevel [ last modified 2015-08-28

Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others
gnuplot home: http://www.gnuplot.info
mailing list: gnuplot-heta®|ists.sourceforge.net

fag, bugs, etc: type “help FAQ”
inmediate help: tvpe "help” (plot window: hit 'h’)

Terminal type set to “wxt’

lznuplot> plot sin(x)_ = O)/]\]\j]

FIFEAALTzplotsin(x) A7 FAEBREIZHTLK %
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Yersion 5.1 patchlevel 0 last modified 2015-08-28

Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others

znuplot home: http://www.gnuplot.info

mailing list: gnuplot-beta®|ists.sourceforge.net
fag, bugs, etc:  type “help FAQ”

immediate help: type “help” (plot window: hit *h’)

“wxt’
Copy to Clipboard [% Ctrl-Ins
Paste Shift-Ins

Choose Font...
v Wrap long lines

Update C:¥Users¥nakada¥AppData¥Roaming¥wgnuplot.ini
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Thomas Williams, Colin Kelley and many others

http://wew.gnuplot.info
gnuplot-heta®lists.sourceforge.net
type “help FAQ”

type “help” (plot window: hit "h’)

gnuplot home:
mailing list:
fag, bugs, etc:
immediate help:

Terminal type set to ‘wxt’
znuplot?> AEEE-ERES.
gnuplot>

Ctrl-Ins
Shift-Ins

Copy to Clipboard
Paste

Choose Font...
v Wrap long lines

Update C:¥Users¥nakada¥AppData¥Roaming¥wgnuplot.ini
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GNUPLOT
Yersion 5.1 patchlevel 0 last modified 2015-08-28

Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others

znuplot home: http://wew.gnuplot.info

mailing list: gznuplot-heta®l|ists.sourceforge.net
fag, bhugs, etc: type “help FAQ”

immediate help: type “help” (plot window: hit "h’)

Terminal type set to ‘wxt’
gnuplot?> AEISEENAES.
gnuplot> plot sin(x)
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H3:¥Uger5¥nakada

C:¥lUsers¥nakada

INFEE MBI
(ALY bTaLD R1)—)
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SWb5T4L2FY
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J274)IL—&

.y Windows PowerShel
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- ¥llzsers> pwd

TS NDEFTDHEER
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- ¥l sers¥nakada>
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Xt/ N\AEETT ALY U ZBET S
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cdo¥fdmnes
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) - 5 -t DOy o) MR <
& rarChe
o0 &« 21 15
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- ¥lsers¥nakada> cd ¥fdmnes

; ¥fdmnes 7«4 LY M) IZEEEIT 5

. s Windows PowerSk

PS ih:rhimnp
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AN—R c indows PowerShe . 3 Windows PowerShel
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C d DN [ W » ) oA &

=LA~ DBE Fy rZDIE—D2 DT LT ) FTRT

HEXI/NAEETTA LY M) ZBEIT 5
A2 ¥IET4 LY FUDEYY

|

cdg..¥. . ¥fdmnes

PS O ¢H ers¥nakada> cd .. ¥.. xTJmHH

¥fdmnes 7«4 LY ) IZFEEIT 5

Po C:#¥fdmnes>
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.+ Windows PowerShe

Po C ¢U_El_¢Hilddd/ cd /

AN—X

cd o .¥Documents
x ’Winows PowerShe

PS C:¥lsers *Hdlddd/ cd . ¥Uocuments

SWAT4LY M)EREIZLT
XM BEEZIEET D
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’ e~ . : g O - ey
. 3 Windows PowerShe

PS C:¥Users¥nakada¥Documents>
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PowerShell M E AKX

ANRN—X

cdi¥fdm U\jﬁ‘é

s ¥lzers¥nakadar od #£tdm

TABFX—Z AT S

s U:#lsers¥nakada> cd U:¥fdmnes¥

Sl ¥fdm D BIgES T4 LY ML ¥fdmnesy
LNFELLZVDO TEHEMICAFINETESIND

ANXR—R

|

cdoC:¥fdmnesY BELETaA LT R)IZFRENIT S
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c:¥fdmnes 7«4 L2 k') T GNUPLOT Z#C &)

fdmnes> wenup ot
%fdmnes>

J7A4IF) TOw (P) FR(E) BESE(N)
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~EBERr SH< HET *BH SR 84927 Of ©KX

GNP L0 T
VYersion 5.1 patchlevel 0 last modified 2015-08-28

Copyright (C) 1986-1993, 1998, 2004, 2007-2015

Thomas Williams, Colin Kelley and many others

gnuplot home: http:/fwww.gnuplot.info

mailing list: gnuplot-heta®lists.sourceforge.net
fag, hugs, etc:  type “help FAQ”

immediate help: type “help”™ (plot window: hit *h’)

]

Terminal type set to “wxt
gnuplot>




GNUPLOT ZiLH EIT1-15FrAY. GNUPLOT T EELTWBS ALV T LY MYIZHE S
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Version 5.1 patchlevel 0 | as

Copvright (C) 1986-18983, 19
Thomas Williams, Colin K

GNUPLOT ETHpwd# &
20 aAv Y RAMEZ S

ey and

S www . gnup
uplot beta@ll
type “help FAQ™

type “help” (p

gnuplot home: ht
mailing list:

fag, bugs, etc:
immediate hel

Terminal type set/to “wxt GNUPLOT DEZX T 4 LS k1M

gnuplot > pud Sl
:¥fdmnes W C:¥fdmnes THdH = EHFI S

gnuplot>
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Terminal tvpe set to “wxt

znuplaot> pwd
Ci¥tdmnes

g <> FTGNUPLOT #FfL %
gnuplnt} i /

c:¥fdmnes T4 L2 Y TGNUPLOT 23 b LITA &L=

. » Windows PowerShe

c:¥Users¥nakada 74 L2 ') TGNUPLOT ZiLb LITA L=

Ps C:¥lsers¥nakada> wenuplot

GNUPLOT DiL 5 EITIHFTIZ & 2T, GNUPLOT DIEESFINELL 5
BELLGWWESIC, fFEZ#R XA T=-5F(Z GUNUPLOT IZEAL %




a< PJ@JE

PowerShell TlIZBEIZAA LYY FEPMFTF—THUDH

THE—ZHT

PS C:¥fdmnes> cod C:¥fdmnec¥ NE—%HT
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s ¥fdmnes> history

1 Commandl 1ne
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. 3 Windows PowerShel
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starto ¥fdmnes¥Doc¥readme.txt
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. 3 Windows PowerShe

¥y start ¥fdmnes¥readme. txt

J7PTIF) #WEE) EH(0) FTR(V) ~LI(H)
This package contains:

- “fdmnes winb4.exe”  : executable of fdmnes for Windows 64 bits.

- “fdmnes win3Z.exe” . executable of fdmnes for Windows 32 bits.

- “fdmnes | inuxB4” . executable of fdmnes for Linux 64 bits (Intel).
- "Sim/Test stand/in” : directory containing a set of examples of indata
- “fdmfile.txt” . fdmnes indata file.

- "xsect.dat” . fdmnes data.

- "spacegroup. txt” . fdmnes data.

- Manuel.pdf™ : manual in French.

- Manuel Eng.pdf : manual Iin English.

- "Manue! cours.pdf” @ course on the x-ray absorption spectroscopies in
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PowerShell b2BE T Y Fxtie—&

av Uk TAYT7R for UNIX for CMD

Get-Childltem gci, Is, dir s dir
New-Item -type d ni -type d mkdir md

Get-Content gc, cat, type cat type

Move-ltem mi, mv, move mv move
Remove-ltem i, rm, rmdir, del, rm rd

erase, rd

Copy-ltem cpi, cp, copy cp copy

Get-Location gl, pwd pwd cd (512807 L)

Get-Command gcm, which which
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