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Feff7.exe and feff7.bat copied in the default directory



@E:hn of f

SET IFEFFIT DIE=C:~Frogram Files~Ifeffit
SET PATH=XFATHX: XIFEFFIT DIRX

SET PGPLOT_DIR=XIFEFFIT_DIEX

SET PGPLOT_DEV=.0GU

cd "XIFEFFIT_DIREX"

"ZIFEFFIT DIEX"~runprog.exe feff?

| —

Rt B R

| edited feff6él.bat and renamed it feff7.bat
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File Edit- GDS Data Sum Fits
Current project:

Theary Paths  Flat -

Edit Preferences

Data & Paths

— Al parameters

general
geametry
plot

dat=
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warnings
lagnriew
hi=togram
colors
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Farameter:  feff_executable
Type: alring
Artemiz' Default: feffEl

Value: [feff?

Guess, Def, Set
B FEOOAL.akd

— Dezcription

Pres=s the "Default" button to restore Artemis'
default walue for this varia.ble.l

This wariable giwves the name of the Feff executable.

Set ALL parameters to Artemis’ defaults

Apply changes to this session

Save changes for future sessions

Return to the main window

Saved preferences to "CA\Pragram Filesifeftitshoragtartemis.ini
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Help

Plotting options

&0 &1 &2 &3 &F Ly

[ET | Indiz | Traces |

PiotinFR: @ Magnitude

Feal part
Imaginary part
Plat in og;

Magnitude
Feal part

Imaginary part

W window

B Eackgound

B Residual
kmire: |2 kmax: |15
Fror: |0 Rmax: |6
qrire; |10 gmas (15

Document: Plotting




Artemis

File Edit- GDS Data Sum Fite Theomn Pathe  Plat -

Current project:

Atams | feff inp | Interpretation | Data & Paths
* gpecific gravity = 4.200 ﬂ Guess, Def, Set
X __ F . k —_ F __ £ —_ F __ F __ k __ ¥ __ k __ F __ * __ g FEODAL.akl
* Normalization correction: 0.00061 ang2 _J '"'E:}%#?ﬁ """""""" i
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* The following crystallographic data were used:

*

* title Goethite

* gpace = P nm a

*a = 4.61530 h = 9.,95450 ® = 3.
* alpha = Q0.0 heta = ag.a garmma =  90.0

* gore = Fe edge = K

* atoms

* I elem x w A tag occ

& Fe 0.04730 0O.85420 0.75000 Fe 1.0C
& o 0. 70300 0.19350 0O.75000 o1 1.0C
& o O.19700 0O.05270 0O.75000 o2 1.0C
o
TITLE Goethite

HOLE 1 1.0 * Fe K edge (7112.0 =V), second number is
& mwphase, mpath, mfeff, mechi

CONTROL 1 1 1

PRINT 1 o )

BMAE 10.0

hd
< | i
Run Feff Document: Feff and it's input file

Festored normal wiew
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Help

Plotting options

&0 &1 &2 &2 & L
Main | Indic | Traces |
PiotinF: @& Magnitude
& Real part
& |maginary part
Floting: @& Magnitude
® Realpart
& |maginary part
W window
B Eackgiound
MW Residual
krnir: |2 kmnax: |15
Rrnir: |0 Rmax: |6
qgroir; |0 grnax: |15
Document: Plotting




Here is the erreur message | obtain:

Artemis palettes

Yon just ran Feff but Artemis cannot find the feffHHH.dat files.
Yon seem to be using Feffl. This is probably because the fourth
argument to Feff's PRINT keyword is not set to 3, like so:

PEINT 1 0O 0 3

Fix this, then rerun Feff.




Next is a rather minor question.....



Although the k-range for the fit is prescribed between 2.4 and 14.3 A-1.....

Artemiz

File Edit - GDS Data Sum Fitz Theow Paths

Current project:

Plot -

Help

— Titles Data & Paths
1 Guess, Def, Set
'@ FE0DAL.akd
EEE Plotting options
~ Path 1: [01.1] S0 81 82 83 &
= D> L Path 2: [01_2] -
- Path 3: [02_1] Main | Indic | Traces |
— Data controlz — Founer and fit parameters ————— — Path 5: [Fe_1] PlotinF: & MagnitUde
P Include inthefit | | %range 2429 x| to 431 x| — Path 6: [02_3] & Realpart
B Plot after e it | | RTANGe R Xl 1o [s553 ] - Path 7: [Fe 2] & Imaqi
dk |z dr [a | Path8:[02.2 01 Imaginary part
B Fit background K wWindow KeiserBessel — — Path 9: [02_2 02 Ploting: @ Magnitude
: — Path 10: [01 2 0O
F window FaiserBessel — - & [Realpart
— Path 11: [Fe_3] P
— Other parameters — Fit k-weights — Path12: [01 2 O & |maginany part
Fitting space k —| Epsilon [o W o= — Path 13: [Fe_1 O B indon
Miri tad At W — Path 14: [02 2 O
inimum reporte correalorj : W kw=2 | Path 15: [02.1 0 W Backgiound
Path to use for phase corrections B lov=3 | Path 16: [01_3] B Fesidus
Mone — .
: — Path 17: [Fe_1 O Lt |2 krnaw [15
L W other kweight o s
Document: Fitting parameters — Path 18: [02_4] Frnir: |0 Firnas: |10
I — Path 19: [Fe 3 O qrniri: |0 grax: |15
— Path 20: [Fe 3 O
— Path 21: [Fe 2 0.
— Path 22: IFe 2 0i ~| Document: Plotting
| | 2]

BE independent paints data points (Myquist): (1 data set) (5 variables)




The plot limits are different

'FECCAL.akD' in k spoce
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